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Spectrometer support - TopSpin

an
(<O

Avance III Avance II Avance I D*X
TopSpin 2.1 v v v _
TopSpin 2.0 v v v _
TopSpin 1.3 - \/ \/ \/
TopSpin 1.2 - - \/ -
TopSpin 1.1 - - = =




OS support - TopSpin 2.1 o)
B%R
RHEL RHEL RHEL Win
W2k Win XP
WS 3 WS 4 WS 5 Vista
Processing \/ \/ \/ \/ \/ \/
Acquisition \/ \/ - - \/ \/

32 bit version
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Support — Spectrometer/TopSpin/0OS

an
(O
D*X AVI AVII AVIII
TopSpin 1.3 v v v v
TopSpin 2.0 - v v v
TopSpin 2.1 - v v v
Windows 2000 v v (1.3) v (1.3) -
Windows XP v v v v
Windows Vista - v (2.1) v (2.1) v (2.1)
RHEL WS 3 v v v v
RHEL WS 4 v (1.3pl6) | v (2.0) v (2.0) v
RHEL WS 5 = = = =
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Licenses )
BRUKER
(<0

TopSpin 2.1 is a@a minor upgrade from 2.0

All you need is:
m——> a TopSpin 2.0 license

m——> a TopSpin 2.1 DVD
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Cortab news |

New procedure to correct
phase dependency of receiver gain
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Cortab news la

Co><)
BRUKER

Because of the phase dependency of the RG value there
IS a phase offset if a 2D phasing is done on a basis of a
1D with different RG.

Cortab offers new functionality REC Phase Linearization
which corrects this situation.

200

With TopSpin 2.1 190 / \
the receiver
phase correction / \

phase offset

should be done N L// - \ \\\\\ .
together with

0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400
every new cortab. .
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Cortab news Ib o)

If the receiver gain adjustment for a certain
nucleus fails during a multiple-experiment
session (three experiments or more), the failed
experiment will be skipped and the system
continues with the next nucleus.

The skipped nuclei are collected an displayed at
the end of the linearization procedure.
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Cortab news i

New button that allows editing
of amplifier peak power values
in an existing cortab table.
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Cortab news llI

Cortab now allows the user
to set up a queue of experiments
easily and quickly.
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cf news I

Co><)
BRUKER

cf supports broad band type amplifier modules
as BB (not X or H)
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cf news II
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Wobble with switchbox

Wobble is now able to switch
the switchbox between Proton and 19F
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Pulse program

C><)
BRUKER
syntax enhancement - 1 O

The power setting after a shape pulse remains as
it was in the last point of the shape.

In previous TOPSPIN versions this was reset to
the default power of the channel where the shape

was executed.
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Pulse program

C><)
BRUKER
syntax enhancement - 2 O

go=nn cpd2:f2 finally do:f2

"do" (decoupler off) is no longer needed at the
place where the "go" loops back to and in the
code following
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Pulse program
syntax enhancement - 3

Now power calculations like:
pI5=sp23; pl3=cnst23;
are possible
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Pulse program
syntax enhancement - 4

Co><)
BRUKER

cpd following cpd without ‘do’ (decoupler off) in
between
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Pulse program T
syntax enhancement - 5 (>

Two new parameters:
PLSTRT and PLSTEP

enable the automatic replacement of setting the
pulse power level via slow analog attenuators by
fast and artifact free amplitude setting using the
digital modulation of the SGU.
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APSY

TopSpin 2.1 supports the fast NMR method APSY
(Automated Projection Spectroscopy)

APSY can be started under:
Spectrometer — Fast Acquisition Methods

APSY requires a separate license. A free demo
license can be ordered anytime under:
www.bruker-biospin.com

0 25 Bruker BioSpin
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XEASY peak list files can be im/exported

XEASY peak lists [ o - ——
i) 2 jmol

' topspin-merin

are the result of | nis Sew

1 Application Data

[_j} =3 AlJ_SESSION
the fast NMR sese |3kt sonere
) Cookies

o/ 3 Desktop

method APSY Dot | B3 Lova St

'Ig - My Documents
M:f ) NetHood
Computer | = NMRSIM_SESSION
‘3 1 Mokia
My .ﬁ Ph.nne Browaer
— 1 PrintHood
——— |£% My Recent Documents
) SendTao
) Start Menu
3 Templates
) bopspin-bak
—J UserData
I WINDCWE

Flle name: [ mport ]

Files of fype. | MULABEL peak list (labels) v Cancel
ALREMOL peak list (*.mi)
MULABEL peal list {labels)
TopSpin peak list (= xmi)

MR peak list [ k=)
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Multiple Receiver o)

TopSpin 2.1 allows comfortable

multiple receiver acquisition.

Functionality of software routing has been
enhanced by adding respective receiver setup.

For detailed information enter
help AVIIIMultiReceive
in TOPSPIN 2.1 command line.
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Multiple Receiver o
BZ%R

d D

frequency logical channel amplifier preamplifier receiver observe channel
BF1 500.13 MHZ NUCT NUC 1
SFO1 500132249 MHz | F1 SGUT xanuw TH LMA ] | ReCt E=X
OFS1 224921 H | xBB19F 2HS |
BF2 50013 MHZ [ 1000w | NUC2
SFO2 500.133085 MHZ scu2 — H | Hisow [ HeHP 1oFiH N [ Recz | Y scuz |
OFS2 3088 51 H
BF3 50013 MHZ ALY NUC3
SFO3 500133088 MHz SGU3 SGU3
OFS3 3088 51 H
— ! cable wiring settings
— — ! possible RF routing [¥] show receiver routing

| save || switcnFiF2 || swrenFiFa || Aodalogical channel || Remove alogical channel || petaut || iro || param || ciose |
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Shape tool — easy setup o)
B%R

New feature allows interactive definition of
excitation regions in Shape-Tool.

All parameters, such as power level, pulse length
and the excited region, are coupled together for
easy setup of selective experiments.
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Shape tool

& Bruker TOPSPIN 2.2.a on esel as pavel =X
File Edt View Shapes Analysis Manipulate Options Window Help
0 <185 B1d 24 3d[hp EL L B 1l
2/29/8 % F WA EHECAE| GE ¢ & |k T $ +
J@shapeTool exam1d_1H 2 1 c:\pavel guest =TES|
SQEHEA i % @ x| E|AE
Gauss M| 3. 857 pon 4 11T, 62 He F ?
Parameters Index = 20080|- z0089 E=
1000 Sizs of Shape are = 000 Fa
40 Truncation Level [%] E_e
| 4 " @ e
f W J Fe
I L L B A L |
€ [ 4 3 2 1 [ppm]

Amphivde

‘g
8
[& Bruker TOPSPIN 2.2.3 on esel as pavel QE}

File Edit View Shapes Analysis Manipulate Options Window Help

FPlhase
DabD&EBdadidhp bl - B
2 /24082 % MEEEQE -G o 2+ T L 3
J@shapeTool exam1d_1H 2 1 c:\pavel guest =]
<| " [ ‘ ‘ T m ‘ ‘ T ‘ ‘ ‘ ﬂ%-/\mi%wgldﬁ@'\.u%&ﬂ
‘ Shape.region N

region

Resuits
71723E04 Total puse length [use 4 N
138.94 GammaB 1 (maxysar( / f\ / \

1799.2756  Corresp. 90 deg squal H

update parameters f \( H °
-

:)
10 12 [rel

r
8

| : B ; ! | | , , ! | , . . ! | ! !
2.0 25 2.0 15 [ppm]

-

Amplitude

T
0 20 40 580 BO

o . I A

T : . : . - : -
| w > 2000 4000 €000 2000 [points]

LRI AR RLN LI I
20 60




Eretic o)
BRORER

The Eretic channel can be defined
during spectrometer configuration.

Eretic setup is now enabled for all AVANCE
systems by the command
edasp

0 31 Bruker BioSpin
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Eretic

@ Edit Spectrometer F‘arametE; w -— Mg : e ' ﬁ1
frequency logical channel amplifier preamplifier
BF1 0.0 MHZ  NUGT
SFO1 0.0 MHz SGUT % 300 W | HEZHIH |
OF=1 0.0 Hz | HZHZH |
R Uz NUGD 1H 100 W | ®EB19F 2HS |
SFO2 0.0 MHz SGUZ
OFS2 0.0 Hz
2H 150 W
settings
| show receiver rauting I —= l
V] add eretic
Save I Clear cahle connections ” |rfio ” BParam ” zlose ]‘
|

O -
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paropt

paropt can now be stopped
with the command stop
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Edhead preamp connection

<)
BRUKER

When exiting edhead it displays a new window
where the preamp-probe connection can be
defined.

This is used for power check to find out the
correct peak power limit of the probe

(e.g. in case of a TBI probe for the 13C selective
input or the BB input, respectively).

0 34 Bruker BioSpin
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Examples for edhead preamp connection

ld Edit Spectrometer Parameter il IRUKER
Preamplifier Frobe
1H LA EE 1 Inner Coil
*EBE19F ZHS EE 2 Inner Cail
HPFHF 19F/1H 1H 3 Inner Caoil
2H
HPHF *EEZ 1F
13C
151
L Save Clear cable connections |nfao Param Cloce

. IHZHIH ~ 13c | 1 Inner Cail
| 1H#2H 2H l%— 1H | 1 Outer coi
| ®BB19F 2HS | - 2 Outer Cal

’ Save H Clear cable connections H Info ” Faram ” Close ]

FE
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Acquisition and processing up to 8D
is supported 3

[ Bruker TopSpin on merlin as svcu EEX
File Edit View Spectrometer Progessing An§lysis Options Window Help

0a @B & B 2ddid A hy B & B a7 IT
2 /28 ¢ X 0E ® G CE AGEH + - 4 F T oL

Browser | Lasts0| Groups | Alias : EB examio, 13C 1 8 F:Brukertopspin2.0 guest EIEX

™)
BRUKER
L)

-0 Wserverihome Spectrum BEQUPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid
=120 CHANMR data
#-2) FABrukenTopSpin O | TL S # Installed probe: 5 mm Multinuclear inverse Z-grad
-2 FABrukentopspin1 3pl6 Experimant 3
=+ F:\Brukentapspin2.0 i ~periment
: Wiidth
=+ guest Pecelver PULPROG Zopg3n D Current pulse program
e % ACQ_mod DaD v Acquisition mode
[ parmode EJ TD A5536 Size of fid
oS 4 Mumber of dummy scans
vou are about to change the dimension of the current dataset. || ™7 ! Loop count for ‘tdd
AS @ CONSeqUENCE an existing FID will be deleted! ¥ Wicth
SW [ppm] 2365959 Spectral width
Change acquisition dimension of dataset from 10 to | Bl SWH [Hz] 17857.143 Spectral width
A (3] 1.8350580 Acquisition tirme
FIDRES [Hz] 0.272478 Fid resolution
— FW [Hz] 50000.00 Filter width
- |
#-0 exam2d_HH ¥ Receiver
- exam3d . .
----.3 exam DNMR MeaNCOMe a0 RG 32768 Receiver gain
-2 exam_DNMR_ipr2sic 60 DA 3] 28,000 Dwell time
-3 sveu - DWOV [s] 3.500 Qversampling dwell time
DECIM 8 Decimation rate of digital fitter
50 DSPFIRM rectangle v| DSP firmware fitter -
L4 > ¢ 5
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Acquisition and processing up to 8D
IS supported

Ef Bruker TopSpin on merlin as svcu
File Edit View Spectrometer Processing Analysis Options Window Help
JabE & BB adid 4 AL I oo~ bp b B o ?

*2 42 *8 8 2 T |E @& S E o @E - o > - o F T L

Browser | Lastal Groups | Alias : exam1d_13c 1 8 EiBrukertopspinZ.0 guest

-3 Wserverthome

#-) CNMR data

#-2) FABrukenTopSpin
-2 FABrukentopspin1 3pl6
=3 FABrukeritopspin2 0

< IS WEG Y &

Experiment
Wyidth

¥ Experiment

=-3 guest
mQ i Feceiver PULFROG 7Opgs0
: AQL_mod DGD v
[ parmode TD 5536
Warning! NS 256
DS 4
¥OU are about to change the dimension of the current dataset. oo !
AS @ CONSequUence an existing FID will be deleted! ¥ Wicth
SWY [ppm] 236.5959
Change acquisition dimension of dataset from 10 ta v SWH [Hz] 17857.143
AQ 5] 1.8350580
| oK | | o | FIDRES [Hz] 0.272478
FWY [Hz] 90000.00
:. exam2d_HH ¥ Receiver
¥ examad
#-2) exam_DNMR_Me2NCOMe RG 32768
#2) exam_DNMR_ipr2sic D [13] 25.000
[+ swCL DA [S] 3.500
DECIM g
DSPFIRM rectangle
¢

Installed probe: 5 mm Multinuclear irverse Z-grad

Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid

D Current pulse program

Acquisition mode

Size of fid

Mumber of scans
Mumber of dummy scans
Loop count for 'td0’

Spectral width
Spectral width
Arguisition time
Fid resolution
Filter width

Receiver gain

Dwell time

Owersampling cwell time

Decimation rate of digital filter
| DSP firrmware filter




Acquisition and processing up to 8D

an
is supported (>

TopSpin 2.1 now provides examples for
4D experiments (HSQC-NOESY-HSQCQC):

e 4D parameter sets (ending with 4D)
anc

e 4D pulse programs (ending with 4d).
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Acquisition and processing up to 8D
IS supported

Ef Bruker TopSpin on merlin as svcu
File Edit View Spectrometer Processing Analysis Options Window Help

DabR & BB dadid & ywbhpildd 8 o0 ?
*2 /2 *8 8 2 *X 3T E+-HKWEG® @HDE i « 1+ 3|+ - 3 E

4 exam1d_13C 1 8 F:BrukertopspinZ.0 guest

Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid

o IS WG T S

E}{periment F4 Fa
Width
FHeceiver
MUCleus

Installed prokbe: 5 mm kultinuclear inverse Z-grad

L
Frequency axi

¥ Experiment
PULPROG

Durations AQ_mod
Power FnMoDE
Program D 256
Probe NS

Lists oS

wobble T

Lock

Altomation

Current pulse

L)

undefined * | |undefined + | |undefined
256 258 258

Acguisition mc
Acguisition mc
Size of fid

MUmber of scz

undefined

Mumber of dur
Loop count fo

¥ Width

O .

Miscellaneous
User
Fouting

SW [ppm]
=WWH [HZ]
IM_F [Ms]

A [5]
FIDRES [Hz]
FW [HZ]

¥ Receiver

RG
DWW [ls]
<

256.5959
17857.143

1.83580580
0.272478
30000.00

10,3278
3053709
322.810961581
0.0412942
121082357

10,3278
3059709
322.81096181
0.0412942
12108237

10,5278
J099.709
32261096191
0.0412942
121082357

10,3278
Jog9.709
32261096191
0.0412942
12108237

Spectral width
Spectral width
Increment far

Acguisition tirr

Fid resolution
Filter width

Receiver gain
Dol time




TopGuide News

New in TopGuide:
- database for selective experiments
- support of TopShim
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Acquisition parameters

Only these nuclei are shown
which are used in the
pulse program.

All others are collapsed
automatically.

[ Bruker TopSpin on merlin as svou

File Edit View Spectrometer Processing Analysis Options Window Help

D@ &EBE B ads3d 4 A T i
@RS ESE o GE e o o - 4 F o4

2428 8 5 =

4

Lasts0 | Groups | Alias |

Browser

H0 CHNMR data

#[3 FABrukeritopspin 3pl6

=3 FABrukentopspin2.0
=3 guest

#0393 - dept135
A2 4 - deptds
#1205 - deptan
0 6 - Zgig30
+J gxamid_1H
- exam2d_CH
+-() exam2d_HC
#-2) exam2d_HH
#-2) exam3d

#- exam_DNMR_Ne
+._"| exam_DNMRE_ipr]
-3 U

13C {lH}

W hp BA 4| B A

exam1d_13c 1 1 EBrukeritopspin2.0 guest

Spectrum || ProcPars | AcquFars | Title | PulseProg | Peaks| Integrals | Sa

LS| E T8

Experiment
Wicith
Receiver
Mucleus
Durations
Power
Program
Probe

Lists
Wiohhle
Lock
Automation
Miscellaneous
User
Routing

¥ nucleus 1
MLICH

01 [Hz]

1P [ppm]
SFO1 [MHz)
BF 1 [MHZ]

¥ Nucleus 2
KUC2

02 [Ha]

O2P [ppm]
SFO2 [MHz]
BF 2 [MHZ]

Mucleus 3

MUCIELS 4

Mucleus 6

>

»

B hucleus 5
>

» Nucleus 7
<

Installed probe: 5 mi

13C
754677
100.000
754732958
75.4677430

o [Edt ]

1200.52
4.000
300.1312002
300.1300000




Current probe

[ Bruker TopSpin on merlin as svcu
File Edit View Processing Analysis Options Window Help
DabE & B8 34 AW E Il ™~ bl B s

i

*2 /2 * /8 ¢+ E @A E G COE o S - - F L
Lastan Sroups | Alias : EB exam1d_1H 1 1 FBrukerttopspin2.1-alpha guest
Browser

rg| ACOUPErs | Title| PulsePro

|V 8

Spectrum

< CWWME data
-2 FABrukertopspint .3pla
-2 FABrukentopspin2.0

| L

Experirmen

Installed probe: 5 mm Multinuclear inverse Z-grad

¥ Experiment

- FABrukentopspin2. 1-alg Wi cith

Heceiver PULFROE G2t E]
MUCIBLS AZ_mod DaD v

Durations To 85536

Pawer M3 16

Brmmrarm m

Current probe is now displayed in ed
= usage of getprosol icon is safer

User FIDRES [Hz] 0.091699
Raouting Ay [HZ] 125000.00

¥ Receiver

R 32

Dy [1s] 83.200

DWYOR [Ws] 2.600

DECIM 32

DSPFIRM sharp(standard)

DIGTYF HADC+ v
< > &

Current pulse program
Acguisition mode

Size of fid

Mumber of scans

hiirhar of dumm‘y’ SCans

a unt for 'td0’

| wicith

| widdth

ian time
Fid resolution
Filter wicth

Receiver gain

Crwvell time

Owersampling dwell time
Decimation rate of digital filter
DSF firmware filter

Diditizer tvoe

plot: finished




Amplifier status monitor o
BZ%R

A status monitor is available for

external amplifiers on Avance III systems.
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Amplifier stat
Bruker TOPSPIN 2.1.a on titanic as nmrsu

File Edit View Spectrometer Processing Analysis Options Window Help
Daf@ & EB2dad 4 AL 5w bph (@B > 0 ST
2298 ¢ E0EEEEAE QAo e 4T T L

m : T T T e

Browser Iﬂt Spectrum rProcF‘ars rAcunars |/Title rPuIseProg rPeaks rlntegrals rSampIe rStructure rFid rAcqu |
o ] fopt/ts20pl3 S |J_L| E |®|

s i

File: zgpg30 (fept/alpha/exp/stan/nmr/lists/pp/user)

;$CLASS=HighRes= -
;4DIM=1D

i $TYPE=

i $EUBTYPE=
7§ COMMENT= P

1 JOWNER=Bruker
#include <Avance.incl>
#include <Delay.incl>

Amplifier Control

"DELTA=dl-100m"

1 =ze
dll pllz:f2
2 30m do:f2
10u pll3:f2
dll epd2:f2
DELTA
4 do:f2
10u pll2:f2
100m cpd2:£2
pl*0.33 phl

(-
[
—

[y
-

go=2 ph31l |
30m deo:£f2 pll3:£2 me #0 te 2 FO (z=d)
exit

rhl=0 2 2 0 1 3 3 1
rph3l=0 2 2 0 1 3 3 1

A next page

Amplifier Contr Acquisition information Fid Flash Lock Sample |POWCHK | Spooler BSMS status message Time
o 45 scan: 54 /1024 running: 0 15:58
residual time: 1h2m41s “’ X | aueued: o 03

experiments: 1/ 1 = delayed: 0 | Aptoshims Lockedw Error JEy




2p*p s EMEAREAE 0 GE o[- T T L

. i
Croups Alias pll = ACQ: es 1 1 joptjalpha es

EEl8E0 B Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid r.ﬂ\cqu
o[ J/opt/ts20pl3
. i T Y-

[rel *1e3]

10

[=]

C Show routing information of current acquisition (edsp)
Stop acquisition

Show routing information of current acquisition (edsp)
Stop acquisition

Fid Flash Lock BSMS status message

Acquisition information
scan: 93 /1024
residual time: 1hOm3s
experiments: 1/ 1

S#fmple |POWCHK | Spooler

running: 0
X

gqueued: O
delayed: 0 | Aptoshimy Lockedss Error

:"-\I"ﬂi“flel' Control




Autoshim on/off

Bruker, TOPSPIN 2.1.b.13 on titanic as nmrsu

2288 s IWMERGAE - GE e o > 4T 2 L

Croups | Alias : 1 test 1 1 jopt/ts21lhd -

Browser I”—Lml_g[s;)ectrum Prog -
=l [ Autoshim on/off
e[ /opt/falpha :

&= optfts21b10

[y available from

[ /optfts21b13
&1 foptfts21bB

ey context menu of
BSMS status monitor. )

Toggle bet \and difference mode
Show status me

Show last error mes
Clear error message

Toggle autoshim mode (command autoshim on/off)
| : Toggle lift on /off (command ej/ij)
zg: stored TD{F1}=53 into Jopt/tsZ21lbl3/data/nmrsu/ni T0g9|e Samp|e rOtation (command ro Onlf'Off)

Amplifier Control Acquisition information Fid ﬁash Lock Sample |POWCHK \-"'-I'U BSMS status message
scan: 16/ 16 ] [Celsius
resicdual time: 2h18ml7s '»-— -- I_{F X
experiments done:53 / 256 ] =Us 26.7 Autoshim~ Lockedw Error
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Autoshim on/off

Bruker TOPSPIN 2.1.b.13 on titanic as nmrsu
File Edit View Spectrometer Processing Analysis Options Window Help

¢ S[m] IT

2288 s IWMERGAE - GE e o > 4T 2 L

Groups | Alias ¢ M test 1 1 /opt/ts21)

Browser Last50 EE[Spectrum Proc -
—T= e Eject / Insert
= /optfalpha :

&= optfts21b10

[y available from

[ /optfts21b13
&1 foptfts21bB

ey context menu of
BSMS status monitor. )

Toggle be and difference mode

Show status
Show last error
Clear error message

Toggle autoshim mode mmand autoshim on/off)
| : Toggle lift on /off (command ej/ij)
zg: stored TD{F1}=53 into Jopt/tsZ21lbl3/data/nmrsu/ni T0g9|e Samp|e rOtation (command ro Onlf'Off)

Amplifier Control Acquisition information Fid ﬁash Lock Sample |POWCHK \-"'-I'U BSMS status message
scan: 16/ 16 ] [Celsius
resicdual time: 2h18ml7s '»-— -- I_{F X
experiments done:53 / 256 ] =Us 26.7 Autoshim~ Lockedw Error
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Autoshim on/off

Bruker, TOPSPIN 2.1.b.13 on titanic as nmrsu

2288 s IWMERGAE - GE e o > 4T 2 L

Croups | Alias : 1 test 1 1 jopt/ts21lhd

Browser Last50 EE[Spectrum Eraa -
r /o [ Rotation on/off
e[ /opt/falpha :

&= optfts21b10

[y available from

[ /optfts21b13
&1 foptfts21bB

ey context menu of
BSMS status monitor. )

f and difference mode

Clear error me

Toggle autoshi e (command autoshim on/off)
| : Toggle lift on /off\ftommand ej/ij)
zg: stored TD{F1}=53 into fopt/ts21bl3/data/nmrsu/ng T0g9|e Samp|e rotation (command ro Onlf'Off)

Amplifier Control Acquisition information Fid ﬁash Lock Sample |POWCHK \-"'-I'U BSMS status message
scan: 16/ 16 ] [Celsius
resicdual time: 2h18ml7s '»-— -- I_{F X
experiments done:53 / 256 ] =Us 26.7 Autoshim~ Lockedw Error
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N2 sensor o)
BRUKER
»a)

BSMS display supports N2 sensor, if available.

The daily helium measurement will also

check and protocol N2 if the N2 sensor is
available.
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command line / status bar

Acquisition status bar offers many "
possibilities for your convenience: B

> screen resolution of 1280x1024 is required

» status line appears above status bar

®RG T L T T
T R OTROT SNS DYBE (B e

. :
g ]
g : : : : : : . . .
i 098 2o ISR s S TR S e AR
. ' _ . . . . . . . . .
¢ s
T T | T |
1 2 3 4 [s]

los: acquisition running, modify parameters via sliders or keyboard

Acquisition information Fid Flash | Lock Sample |POWCHK | Spooler BSMS status message Time
0 51 fil area: 44274823 I % g 0
scan 7 — 5 |E

[
——




FID display

Co><)
BRUKER

Default: Every FID is automatically scaled:

& Bruker TOPSPIN 2.1.a on ares as nmrsu

File Edit View Spectrometer Processing Analysis Options Window Help

———

& Bruker TOPSPIN 2.1.a on ares as nm;l

File Edit View Spectrometer Processing Analysis Options Window Help

O0aM® 8B Eeddd AV L T E(x(vpih & 8w @5 =
M EEEQE o o 2 4 F T oL

212 %% m s

O & |2

0aEE & 3EBadad4 A b Tl S &8 w87
2 /278 /8 ¢+ T ARG QAER 0 QE o o N F T oLl b

1+ No acquisition running: es1 1 1 C:Brukeralpha es

‘ Last50 | Groups | Alias|

4
N

Browser

4 - deptd 5
5- deptsn
6 - Zgig30
examid_1H
- 1 - 7g
examz2d_CH
exam2d_HC
examz2d_HH
exam3d
: ExamALtolink
=i |0 exam_ DNMRA_|
- 10 - zga0

H 12 - zgan
- 13 - 7930
14 - 7330
: 15 - zg30
- 16 - Zg30
e 17 - Zga0
f- i 18 - Zg30
& 19 - zgan
- 20 - 7ga0
@y 320 - zgad
#0350 - 930
370 - zg30
. 420 - zg30
+-  exam_DNMBE_

« n 3

-0 3 deptlge -

2 No acquisition running: exam_DNMR_Me2NCOMe 11 1 C:Bruker'alpha guest

mm | FProcPars |Acunars |Title |F'u|seF'r0g |Peaks | Integrals | Sample | Structure | F\d| Acgu

A

U LA IR

" on one dataset ...

scaling FID

‘ Lasts0 | Groups | Aligs ‘:
Browser

3- 0eptlaE -

4 - deptds

5 - deptso

6 - Zgig30
examid_1H

2 1 - 70

: exam2d_CH

7| ewam2d_HG

+ exam2d_HH

- [ exam3d

- L. examAutolink {1

). exam_DNMR_|

-4 10 - zg30

11

ruml FrocPars | AcguPars |Title |F'u|seF'r0g |Peaks | Integrals | Sample

& |

- 12 - 930
@ 13- zg30
£ 14 - 7930
15-zg30
16 - zg30

]

... optimised
scaling
on next

320 - zg30
350 - zg30
370 - zg30

-y 420 - Zg30
& exam_DHNMR_]

3

Acguisi

no acouisiti

Acguisition information

no acouisition running

Fid Flash

Lock

Sample |POWCHK | Spooler BSMS status message Time
>< running: 0 10:52

fueved. 0
delayec: 0 | Autoshimss Lockeds Error | Mar2é




FID display

Co><)
BRUKER

New feature: The FID scaling can be fixed

\

& Bruker TOPSPIN 2.1.a on ares as nmrsu

DadRé&aEB|2did s 4 AL
2 2 *8 18 s

File Edit View Spectrometer Processing Analysis Options
T | |hp A
W& &HQQER - R o

& | Bruker TOPSPIN 2.1.2 on ares as nmrsu I—
File Edit View Spectrometer Processing Analysis Options Window Help
DaB®E & BHBadsd 4 AL Tl Sl & r8 w7
2 28 183 3 W @ B S E v G - o - TS

Groups Alias : 1 No acquisition running: es1 1 1 C:Brukeralpha es

Last50

Lastal | Groups »

Alias 42 HNo acquisition running: exam_DNMR_ MeZI%Me 11 C'Malpha guest

Browser

3 3- 0eptl3E -
4 - deptds

5 - deptso

6 - 7gig30

m | FrocPars | AcguPars | Title | PulseProg | Peaks | Integrals | Sample

Browser
@0 3- dept1Zf -
2 ) 4 - deptds
5- deptsn
6 - Zgig30
examid_1H
- 1 - 7g
examz2d_CH
exam2d_HC
examz2d_HH
exam3d
: ExamALtolink
=i |0 exam_ DNMRA_|
- 10 - zga0

H 12 - zgan
- 13 - 7930
14 - 7330
: 15 - zg30
- 16 - Zg30
e 17 - Zga0
f- i 18 - Zg30
& 19 - zgan
- 20 - 7ga0
@y 320 - zgad
#0350 - 930
370 - zg30
F- 0 420 - zg30
+- L eHam_DNME_

pechum | ProcPars Acunars Titl

(e Ll

PMRS Integrals | Sample | Structure | Fid | Acqu

. examid_1H
Beer 1-17g
examz2d_CH

Acguisition information

no acouisition running

plus

- | ewam2d_HG

+ exam2d_HH
- [ exam3d

AL examAutolink
'---_ exam_DMWR_|

scaling FID
on dataset 1
noscale

10 - 7g30

320 - zg30
3580 - zg30
370 - zg30
-y 420 - Zg30
INMR_

scaling
on next X':
dataset s

Acqumltlun Info

no acquisition runni




TopSpin exit messages

1. Acquisition is running:

E Acquisition is in progreass,
Exiting will kill data acquisition!

Exit anyw ay?

[8];4 Cancel

o 54 Bruker BioSpin
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TopSpin exit messages

Acquisition isin progress,
Exiting will kill data acquisition!

1. Acquisition is running:™ ==

2. Spooler contains unfinished jobs:

b d Spooler shutdown

The spooler contains unfinished jobs.

Funning jobs: 1
Priarity jobs: 3
Delayed jobs: O

Any of the abowve Jobs will be lost upon shutdown,

Click OK to continue the shutdown.

[8]:4 Cancel
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TopSpin exit messages

= . . - 0 E Acquisition is in progress,
[ ] Exiting will kill data acquisition!
. ACQUISITION IS running. ks
Lance The spooler contains unfinished jobs.

2. Spooler contains unfinished jobs: ™ " .

Click OK to continue the shutdown.

3. Default message:

E Close Topapin,
This will terminate all possibly active commands,
Exit anyw ay?

[8]:4 Cancel

- -
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TopSpin exit messages

1. Acquisition is running:® e

2. Spooler contains unfinished jobs: ®

3. Default message:

4. No exit during
an active

ICON-NMR run:
O -

=l

Cancy

G Close TopSpin,

Exit anyw ay?

Any of the abowve jobs will be lost upon shutdown.

Click OK to continue the shutdown.

& This will terminate all possibly active commands.

This command has been disabled by the lcon-MNME run,

stop the run to enakle it again,
Disabled command = exit

Close Letails...




| General Information

| Acquisition features

Acquisition archiving

Structure Verification

| —

NMr_Save

| —

TopSpin GUI

| —

ﬁ

| AU / Python programs

i dl ICON-NMR

| cortab & cf

| —

Acquisition Setup

| Command queue news

ﬁ

Source directories

| —

| —

Peak picking/integration

useful tools

| —

TopSpin Plot Editor

| —




Archiving and accounting in TopSpin

Co><)
BRUKER

ﬂ User preferences

. . Al e a fems Text editor for edpul, edmac, edpy, ... always in foreground -
CO N f| g ura t| on ST Setup remote systems pov-400 v
Contaur plot Configure remote access
tOO n Spectrum titie Language (change requires program restart!) English «
] Spectrum cursar o _ _ _
. _ . . Define rinht-click action on a menu item Change
Acouisition phange
. . . . . hange
Cryerwrite existing FID without inquiry (25 safety off) i
Display digital resolution in FID display window e
Change
Auto open acouisition window after 'zg' crfnge|
Configure accounting & data archiving after 'zg' |Change| O
IHLidueE apuuiel
Include time
Include sample temperature [l
Include acouisition status [ ]
Include acquisition indicator
Include lock signal
Include MAS spinning rate
Include peak power check (FOWCHIK) indicator
Include sample state
Include BSMS status L
Include amplifier contraol []
l&cquisitiun |
Crerwtite existing FID without inquiry (ZG safety off) ]
Display digital resolution in FID display window O
AUto open acquisition window after 'zg'
Configure accounting & data archiving after 'zg'
o 29 BSMS display next page




Archiving configuration

- » ik () ik - "] i [] - ~

When acquisition ('zg') is finished, TopSpin allows you to
- write accounting info to be evaluated by the command 'account’
- to copy the acquired dataset to a desired archiving directory.

When 'zg' is executed multiple times on the same dataset, TopSpin will
increment the EXPNO while archiving so as to never override already

archived data. You may specify an additional EXPNO offset for this case.

The accounting info is stored in following directory, one file per day:

"<topspin homedir>/prog/curdir/acghistory”

Auto-archive after 'zg' = no v I
Archiving directory =

EXPNO offset = 300

Wirite accounting info after 'zg' = yes v

‘ Browse H OK H Cancel ‘

Like archive option in ICON-NMR
- will archive each acquisition which has

been started from within TopSpin GUL__..
@ (for AU programs: use '‘XCMD(“sendgui zg”)’




Archiving configuration

- » ik () ik - "] i [] - }

When acquisition ('zg') is finished, TopSpin allows you to
- write accounting info to be evaluated by the command 'account’
- to copy the acquired dataset to a desired archiving directory.

When 'zg' is executed multiple times on the same dataset, TopSpin will
increment the EXPNO while archiving so as to never override already
archived data. You may specify an additional EXPNO offset for this case.

The accounting info is stored in following directory, one file per day:
"<topspin homedir=/prog/curdir/acqghistory”

Auto-archive after 'zg' = no v
EXPNO offset = 300 I
Wirite accounting info after 'zg' = yes v

‘ Browse H OK H Cancel ‘

If an experiment is executed second time
- dataset in the archive can be overwritten or

a hew expno can be added. Increment is
user-specific.
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Accounting configuration

=LUD AULD=-F P L~ L)

When acquisition ('zg') is finished, TopSpin allows you to
- write accounting info to be evaluated by the command 'account’
- to copy the acquired dataset to a desired archiving directory.

When 'zg' is executed multiple times on the same dataset, TopSpin will
increment the EXPNO while archiving so as to never override already
archived data. You may specify an additional EXPNO offset for this case.

The accounting info is stored in following directory, one file per day:
"<topspin homedir=/prog/curdir/acqghistory”

Auto-archive after 'zg' = no v
Archiving directory =

EXPNQO offset = 200

Wirite accounting info after 'zg' = yes v I

‘ Browse H OK H Cancel ‘

New command account is implemented

that checks the acquisition history file.

o 62 Bruker BioSpin
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Accounting

New TopSpin command account :

E!Accounting Protocol

E!Accounting

Accounting prints statistics derived from the experiments
performed during a desired time period.
Accounting is based on the information stored in acquisition history files.

File Edit Search Prerequisite: History recording was enabled prior to acquisition (command 'set").
BW-ccounting protocol Per default, history files are located in '<topspin home=/prog/curdir/facghistory’.
Z |Created: Z2007-0Z2-1% 09:4%9:32% CET
3 |TopSpin: 2.1.a
a OK ‘ Cancel ‘
5 |User: bg
6 |#Datasets Dim Exp.Time Failed
7 3 1 3.55 sec 1
=1 & 2 21.86 sec 0
El o] e 7.08 sec 0
10 |Sum =
11 14 Any 32.4%9 sec 1
1z
13
14 |Period
15 |From: 2007-01-31 14:4%:47 CET
1% |To: 2007-02-02 10:44:57 CET
17
18 |The following datasets had "acquisition failed" status:
149
20 |e:\bruker\topspini\data\guest\nmriexamld 13C\1l\pdata\l
21 failed =xxx
22
0 22 ““““““““““““““““““““““““““““““““““ Bruker BioSpin

[0
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| General Information

| Acquisition features

Acquisition archiving

| —

Structure Verification

| —

NMr_Save

| —

TopSpin GUI

| —

ﬁ

| AU / Python programs

: dl ICON-NMR

| cortab & cf

[l Acquisition Setup

Command queue news

Source directories

| —

| —

Peak picking/integration

useful tools

| —

TopSpin Plot Editor

| —




Command spooler o)
BZ%R
It is now possible to define the
experiment number on which
a command should be queued:
qumulti atmulti

0 65 Bruker BioSpin
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qumulti

File Edit View Processing Analysis Options Window Help
JaleE & BB 2d3d 4 4 A L T om N b LR B o
2 p2*88 % 3IHEAAAQAE o QE o0+ A F L

BI’DWSEI’| Lasts0 | Groups | Alias : examid_1H 1 1 EBrukentopspinZ.0 guest
- = I

- trum|Peal»<s Integrals | Title | ProcPars | AcguPars

The cdrféht dataset
is automatically T

: T
enabled in the Xy
list of expnos. ]

() exam_DNMR_Me2NCOMe

&) exam_DNMR_ipr2sic @]
H-0) sl
q p—
N p—

Job

Command |

Experiment IDs

[] 1
3
O4
111

o 66

10 8
qumulti | cancel |
Time
0587y




qumulti

Each

be added manually

to th

File Edit View Processing Analysis Options Window Help
JaleE & BB 2d3d 4 4 A L T om N b LR B o
2 p2*88 % 3IHEAAAQAE o QE o0+ A F L

BI’DWSEI’| Lasts0 | Groups | Alias examid_1H 1 1 EBrukentopspinZ.0 guest

| saks Inteqrals | Title| ProcPars | AcquPars

expno can

e dataset list. s

Job

O -

%) exam2d_HH @ —
#00) exam3d ] Command efp |
- exam_DNMR_Me2NCOMe -
g exam_DMNMR_ipr2sic @] Experiment IDs
-2 sveu -
T 1
q p—
i 2
] 4
o — 11
o] U]
T I T T T I T T T I T
10 8 0 [ppm]
qumulti [ ox J[ cancer |
Time
0557




qumulti * Co)

File Edit View Processing Analysis Options Window Help
JaleE & BB 2d3d 4 4 A L T om N b LR B o
2 p2*88 % 3IHEAAAQAE o QE o0+ A F L

BI’DWSEI’| Lasts0 | Groups | Alias examid_1H 1 1 EBrukentopspinZ.0 guest

All exrinos can
be preselected

with option: * EgN

| saks Inteqrals | Title| ProcPars | AcquPars

kS
#- exam2d_HH 0 .
#00) exam3d ] Command |
- exam_DNMR_Me2NCOMe -
'ﬁ E){am_DNMF!_iprESiE © __ E}{periment 1Ds
3 sveu i
T 1
q p—
i 2
] 4
o — 11
o] U]
T I T T T I T T T T T I T
10 8 0 [ppm]
qumulti * [_cancel | mmm}
Time
0 68 06:01




qumulti n-m

File Edit View Processing Analysis Options Window Help
JaleE & BB 2d3d 4 4 A L T om N b LR B o

2 p2*88 % 3IHEAAAQAE o QE o0+ A F L
4

BrDW58r|Last5D Groups | Alias b
| W

examid_1H 1 1 EiBrukeritopspinZ.0 guest

| saks Inteqrals | Title| ProcPars | AcquPars

A rangheof expnos
can be preselected
with option: n-m

-{_—;%jfr;x}
RS

J Job
I-'."Jh_l ErdinLu_mm ==
#00) exam3d ] Command H |
- exam_DNMR_Me2NCOMe -
'ﬁ E){am_DNMF!_iprESiE © __ E}{periment 1Ds
3 sveu 4
T 1
q p—
] g
] 4
o — 111
-] UL
T I T T T I T T T I T
10 8 0 [ppm]
qumulti 3-4 [_cancel |
Time
o 69 0601




qumulti

Specﬁk:expnos
can be preselected
with option: n,m %

O .

File Edit View Processing Analysis Options Window Help
JaleE & BB 2d3d 4 4 A L T om N b LR B o
2 p2*88 % 3IHEAAAQAE o QE o0+ A F L

BrDW58r|Last5D Groups| Alias

examid_1H 1 1 EiBrukeritopspinZ.0 guest

| saks Inteqrals | Title| ProcPars | AcquPars

L
RS

4 Jah
& 0 exam3d i Command |
- exam_DNMR_Me2NCOMe -
g E){am_DNMF!_iprESiE o __ E}{periment 1Ds
B3 svcu i
i 1
q —
. 3
i 4
™ — 11
o UL
T I T T T I T T T T I T
10 8 0 [ppm]
qumulti 3-4,11 Cancel
Time
0F:02




qumulti

File Edit View Processing Analysis Options Window Help
JaleE & BB 2d3d 4 4 A L T om N b LR B o
88 s FOE EEQE o G- > F L

Browser | Lasts0| Groups | Alias : EN exam1d_1H 1 1 FBrukeritopspin2.0 guest

Is| Title| ProcPars | AcguPars

Command can be set
on command line, e.g.:
qumulti 1-4,11 efp or -

—_

qumulti efp 1- 4 11 %

‘--‘ e ARG LAV VIS SN

#-) exam_DMMR |pr25|c it __
-3 sveu

qumulti 3-4,11 efp
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atmulti

Same functionalities
are available for the
list of delayed jobs
with command:
atmulti

Mew schedule

Schedule

Command
Time

Date

Experiment IDs

[v] 1
13
[14
(111

an
L)
X

6:30 A 2

December 30, 2006 2




Command queue log file

File Edit View Spectrometer Processing Analysis Options Window Help
N&aEHE B R2dad A 4 M L Timi~ b BB

The command spooler now contains
easy access to

O -

Feceiver
Mucleus
Curations
Fower
Frograrm
Probe

Lists
Wobble
Lock
Automation
Miscellaneous
User
Raouting

the log files

PULPROG zq

AQ_mod DaD v
TD 65536

NS 18

] 4

TDO

¥ width

o [

... || E | Current pulse program

Acguisition maode

Size of fid

Mumber of scans
Mumber of dummy scans
Loop count for 'ta*

Spectral width
Spectral width
Acguisition time
Fid resolutian
Filter width

Feceiver gain
huvell time

Spooler
queued: 0
delayed, 0
cran: 2




Command queue log file

File Edit View Spectrometer Processing Analysis Options Window
DabE & B8 34 AW E Il ™~ bl B s
2 /28 /8 ¢+ X WE B O CE QL e+ e F oL

Lastso Eroups Alias : exam1d_1H 1 1 EBrukertopspin2.1-alpha guest
Browser Sh x\aks || Integrals | Sample | Structure | Fid
#-2 CNMR data o _ _ _
___:I F\Brukeritapspind Spid Nled probe: 5 mm Multinuclear inverse Z-grad
#+) FBrukertopspin2.0 »
-3 F\Brukentopspin2 . 1-al Suspend
E] Current pulse program
R " . b Acguisition mode
emove all Jobs Size of fid
Mumber of scans
Shnw Spﬂnler repnrt Mumber of dumrmy Scans
oop count for 'todd’
p g Xal width
SWWH [Hz) E003.615 i dth
Miscells A [5] 245927283 ACguisitiomNime
Usar FIDRES [HzZ] 0.091699 Fid resalutiofr
Routing o NI 125000.00 Filter wicth
¥ ReceMw
RG Feceiver gain
Dy [Ms] g3. Crwvell time
DWW [1IS] 2600 Owersampling dwell time
MFEr e Merimatinn rate nf dinital filte b/
< ’ <

Help

74

Suspend
Remove all jobs

Show spooler report
Show spooler log




Command queue log file o

File Edit View Spectrometer Processing Analysis Options Window Help
= = - v + s Al i+

¥ Timestamp

January 2, 2007 6:16:42 AWM CET Spooler state changed to RUMNING .

January 2, 2007 611686 AW CET Spooler state changed to STORPPED.

January 2, 2007 6:17:08 AWM CET Removing state AUTO_STOPPED due to queue request.
January 2, 2007 6:17:08 AWM CET  Added priority job to priority qgueue: PriorityJoblid=1, command=efg, priority=0, dataObject=F/Brukertopspin2. 1-alpha/data/guest/nmr/exam1d_1H1/pdata ]
January 2, 2007 6:117:08 AM CET  Added priority job to priority queue: PriorityJoblid=2, command=efp, priority=0, dataObject=F/Brukertopspin2. 1-alpha/data/guest/nmr/exam1d_1HM/pdatasn ]
January 2, 2007 5:17:08 AM CET  Added priority job to priority queue: PriorityJob(id=3, command=efp, priority=0, dataObject=F/Brukertopspin. 1-alpha/data/guest/nmr/exam1d_1H/8/pdatasn |
January 2, 2007 §:17:08 AM CET  Added priority job to priority queue: PriorityJoblid=4, command=efp, priority=0, dgfaObject=F/Brukertopspin. 1-alpha/data/guest/nmriexam1d_1H/F/pdatas ]
January 2, 2007 5:17:08 AM CET  Started watching for job property update events.

Show spooler report

A list of all
— Spooler events
Gortas (D of the current

7] 125000.00

v e TopSpin session

RG
Dy [Ms] g3. Crwvell time

Show spooler log

B008.615

DWYOR [Ws] 2.600 Oversampling dwell time
MFEr e Merimatinn rate nf dinital filte b/
< > < >
! s
I] uspend . next page
Remove all jobs
Show spooler report Time

Show spooler log .
o s . 18:01

cran: 2 May 08




Command queue report file

File Edit View Spectrometer Processing Analysis Options Window Help
DabE & B8 34 AW E Il ™~ bl B s
2 /28 /8 ¢+ X WE B O CE QL e+ e F oL

Lastso Eroups Alias : exam1d_1H 1 1 EBrukertopspin2.1-alpha guest

Browser
Show

-3 CANKME data
Suspend

xaks || Integrals | Sample

I FBrukertopspint . 3pl8
#-0 FABrukeritopspin2 .0
#-() FiBrukertopspin. 1-al

L. JE]
Remove all jobs

Show spooler report

Show spooler log

SWvH [Hz] B008.615

Miscella A 3] 54527283
User FIDRES [HzZ] 0.091699
Raouting WHZ] 125000.00
¥ FReceMws
R
Dy [Ms]
DWOY [Us] 2 600
Mk a9
< 3 <

Nled probe: § mm Multinuclear inverse Z-grad

Structure | Fid

Current pulse program
Acguisition mode

Size of fid

Mumber of scans
Mumber of dummy scans
oop count far 'tdd’

Xzl width
idth
ACOUisitiomgme
Fid resolutior
Filter wicth

Receiver gain

Crweell time
Oversampling cwell time

Merimatinn rate nf dinital filke

O

Suspend
Remove all jobs

Show spooler report
Show spooler log




Command queue report file

0 77

[ Bruker TopSpin on merlin as svcu
File Edit View Spectrometer Processing Analysis Options Window Help
DabE & B8 34 AW E Il ™~ bl B s

*2 /2 * /8 ¢+ EWEEGO0E o &l - - F L

exam1d_1H 1 1 EBrukertopspin2.1-alpha guest

Show
Suspend

Lasts0 Sroups || Alias :

Browser

#-0) CAMMR data
#-2) FBrukentopspint 3plg
#-0) FABrukentopspin2.0

#-2) F\Brukenitopspin2. 1-al

x\aks || Integrals | Sample | Structure | Fid

Nled probe: § mm Multinuclear inverse Z-grad

E] Current pulse program
Acquisition mode

Size of fid
Mumber of scans

Remove all jobs

Murnber of durnimy scans

5L 3 Dz C
o June 19, 2007 8:47:15 AM CEST Fib| /orukertopspinddatasguestnmeexam 10_13C/1/poatal
& ] June 19, 2007 8:46:45 AM CEST batjal Jarukerftopspinfdatasguestnmriexam1d_13C/1/pdatal SWCU
L] June 19, 2007 84256 A efp Jbrukerftopspinfdatafguestnmriexam1d_13CH1/pdatalt SVCU
L] June 19, 2007 8:42:58 AM CE Jarukerftopspinfdatasguestnmriexam1d_13C1/pdatal SWCU
L] June 19, 2007 84446 AM CEST fbrukerftopspinfdatasguest/nmriexam1d_13C/1/pdatal SVCU
[v] June 19, 2007 8:44:46 AM CEST ftopspin/datasguestnmr/exam1d_13C/1/pdatan

A list of all

. finished jobs,
- ever done in
TopSpin.




Command queue report file

O -

s ME &8 BB 2did4 A b orid

*2 f2 *8 /8 =
Lasts0 Eroups
Browser

#-I0) CMMR data

+_‘| F\Brukeritopspint .3pl
+-) F\Brukeritopspin2.0
+-2) F\Brukentopspin2. 1-al

aias | TS :

Show
Suspend

¥ LI
Timestamp
[ %) June 19, 2007 8:47:19 AM CEST
? June 19, 2007 B:46:45 AM CEST
V] June 19, 2007 8:42:56 AM CEST

Selected
protocol entries
can be easily
deleted

September 6, 2007 11:12:27 AM CEST

efp
efp
efp

eff

Remove all jobs

File Edit View Spectrometer Processing Analysis Options Window Help
wohp LB
T EE G S E v S H - e - F L

ks | Integrals | Sample | Structure | Fid

stNled probe: § mm Multinuclear inverse Z-grad

E] Current pulse program

Acguisition mode
Size of fid
Mumber of scans

Murnber of durnimy scans

Mhrukerftopspinddataiguestinmriexam1d_13CH 1 pdatai SWEU
fbrukeritopspin/dataiguestinmriexam1d_13CH/poatas SWEL
Mbrukeritopspinddataiguestnmniexam1d_13CH 1/ pdatai SWEU

Display
Copy
Export...
F/Bt rfexam1d_13C/11/pdatas SWEU
F./Bt . rfexam1d_13C/2/pdatall WU
Print...
F/Bi SYCL

) ) rfexam1d_13C/3/pdatart
Print preview... ) y

Table properties...
F:/Bruker/TopSpinfdata/guestinmriexam 1d_13C/4/poatast




Command queue report file o)

= = D50 0 = = B@ X
File Edit View Spectrometer Processing Analysis Options Window Help
DabE & B8 34 AW E Il ™~ bl B s KR
2 /28 /8 ¢+ X WE B O CE QL e+ e F oL

Last50 | Groups | Alias | NIEG Brukerite alpha gue = B
Browser

+,_"1 CANMRE data ShﬂW

+-2) F\Brukentopspin1.3pl
+-) F\Brukeritopspin2.0 »

+-2) F\Brukentopspin2. 1-al
Suspend (.. J[ E] current puise program

Arguisition mode

Remove all jobs - gt

Mumber of scans

ks | Integrals | Sample | Structure | Fid

stNled probe: § mm Multinuclear inverse Z-grad

r alelnll= ~Taln Mumber of durmrry Scans

] June 19, 2007 5:47:15 AM CEST g /hrukerftopspin/data‘guestinmrfexam1d_13C/1/poatait WU ~

? June 19, 2007 B:46:45 AM CEST ¥t /hrukerftopspin/data‘guestnmrexam1d_13C/1/poatait VL

V] June 19, 2007 5:42:56 AM CEST efp /hrukerttopspin/data‘guestinmrexam1d_13C/1/pdatait VLU
Display -

L June 1]

e e Delete .

> sepmim sz Associated

Copy
Export...

iE datasets can be
Septembere:QDDT11;18;02AMCE Print... Jker( T op eaS”y Opened

september 6, 2007 1112268 AMCE  Print pI'EViEW... JkeriTop

1d_1 1
Table properies... L

O -

September 6, 2007 11:12:27 AM CEST eff F:/Bruker/Topspin/data/guest/nmr/exam1d_13C/A/pdatas SWCL « B




New command: cron

cron allows executing a TopSpin command
periodically at a specific time/date:

[ New periodical

Job
Cammant |
Description

Execution scope |User
Options
[ off-schedule execution
[ Direct execution
Rules
Minute of the hour
Hour of the day
Day of the month
Month of the year

Dary of the week

from: |* he
from: |* he
from: |* v
from: |~
from: *

[ New periodical

Execution scope | User
Options
[ off-schedule execution
[ Direct execution
Rules
Minute of the hour
Hour of the day
Day of the mornth

Month of the year

Day of the week

Job
Command pis)
Description kinetic test

from: |* v
from: |* v
from: |* v
fram: |*
from:|*

[ New periodical

Job
Command pis)
Description kinetic test

Execution scope | User

Options
[ ofi-schedule execution

[ Direct execution

Rules

Minute of the hour

Day of the month from: |* hd
Manth of the year fram: |*
Day of the week fram: | *

[ New periodical

Job
Command 7
Description kinetic test

Execution scope | User

Options
[ off-schedule execution

[ Direct execution

Rules

I Minute of the hour

[ B

S
Add new rule

Hour of the day fram:
Day of the month from:
mManth of the year fram: |*
Day of the week fram: | *

+

3
W
Daily
v| o —ignore)  Monthly
Weekly
v | fol --- Ignore - +




New command: cron

-

user

TopSpin - defines a job which should be executed independent of

Bpuu\u

‘Execution Scope’

- defines a job for the current logged in user

the current logged in user

(requires NMR Administration Password)

[ off-schedule execution

[ Direct execution

Rules

Minute of the hour

Hour of the day

Day of the month

Month of the year

Dary of the week

from:

from:

from:

frorm: | =

from: *

Description

Execution scope | User

Options

[ off-schedule execution

i 4 [ Direct execution
[~ ~

Rules
[+ v

Minute of the hour
Hour of the day
Day of the mornth

Month of the year

Day of the week

kinetic test

from: |*

from: |*

from: |*

from: |*

from:|*

Job
Command pis)
Description kinetic test

Execution scope | User

Options
[ ofi-schedule execution

[ Direct execution

Rules

Minute of the hour

Day of the month from: |*
Manth of the year fram: |*
Day of the week fram: | *

]
Descriptiol
Execution scope | User
Options

[ off-schedule execution

[ Direct execution

Rules

kinetic test

I Minute of the hour

[ B

Add new rule

Hour of the day
Day of the month
mManth of the year

Day of the week

from:

from:

frarm: | *

from:|*

14

+

“

v

v

w

Favourites  »

T

~

Hourly
Daily j
Manthly

Weekly
to: --- Ignore -—- +

to: --- Ignore




New command: cron

‘Off-schedule execution’
[0 - Jobs are executed only when TopSpin is up and running.
M - The last one of a series which could not be executed
because TopSpin did not run, will be executed when
TopSpin is started.

Options ) A
Description kinetic test
IRUtzE [ off-schedule execution _
Execution scope | User
Minute of the hour from: |* he [ Direct execution
Options o
Hour of the day from: |* A Eules IC1es
[ ofi-schedule execution
ser v
Day of the month from: |* v ;
Minute of the hour from: |* v [ Direct execution
Maonth of the year from: |~ Sl
Hour of the day fram: |* A Eules
[ off-schedule execution
Dary of the week from: *
Day of the month from: |~ v ; )
Minute of the hour from: |0 hd [ Direct execution
Manth of the year fram: |*
Rules
Day of the week from:|* Day of the month [ - 3 V]
) Minute of the hour g A v +
I | O et
Manth of the year fram: |*
Hour of the day fram: |14 =
Day of the week from:|* Favourites »  Hourly
b Day of the month from:  * | - s .t,.u.u _— j
Daily
Month of the year from: | * v| o —ignore)  Monthly
Weekly

Day of the week fram: | * | tol --- l[gnore —- +




New command: cron

[ New: periodical X

‘Direct execution’

O
o
\b

Options
IRUtzE [ off-schedule execution
Minute of the hour from: |* he [ Direct execution
Hour of the day from: A Eules
Day of the month from: |* v ;
Minute of the hour from: |* v
Month of the year from: |~
Hour of the day fram: |* A
Dary of the week from: *
Day of the mornth from: |* v
Manth of the year fram: |*
Day of the week fram: | *

Description kinetic test

Execution scope | User

Options
[ ofi-schedule execution

[ Direct execution

Rules

Minute of the hour

Day of the month from: |* hd
Manth of the year fram: |*
Day of the week fram: | *

- Commands are send to the queue when it is time.
- Commands are executed directly when it is time.

EXecution

[ Direct execution

Rules

I Minute of the hour

[ B

~
Add new rule

Hour of the day
Day of the month
mManth of the year

Day of the week

from:

from:

frarm: | *

from:|*

14

+

Hourly
o Daily j
v| o —ignore  Monthly ﬂ
Weekly
v | fol --- Ignore - +




New commands: edcron edqu edat

[ Spooler
Spooler Queue Job Tools

Queued jobs (0) | Scheduled jobs (0) | Cron jobs (1)

¥ Caommand Minute of the hour || Hour of the day || Day of the month || Month of the yvear | Day of the week Data ohject Owher (|Estimated time Description
nmrsave -dat. . 2 16 a * * none TopSpin - nfa Execute NMR. .
< |2

next page >
0 84 Bruker BioSpin
e



B Properties of periodical job 'zg’

New commands: edcron ...

Command il
Description kinetic test
Data ohject FABrukenTopSpindatatguestinmiexam1d_1HvVINodatas
Chyyner SYCL
1 spooler Created Tue May 08 17:53:31 CEST 2007
Spooler Queue MLIE Tools Sent Tue Way 05 17:93:31 CEST 2007
Queded jobs (0) | Sch New... ﬂJDDS(1)| Last execution  n/a
ur af the day || Day of the month State Yyaiting
New... s
DEIEE [ Off-schedule executior
Properties... DEIEtE [ Direct execution
Properties... |[jins
Mindte of the hour  v| from: 0 v tor |—ignare— v [+ | - |
‘Minuteufthehuur V| fram: ‘10 V| o ‘-—-Ignure--- v‘ [+ “ -l
‘Minuteufthehuur v| fram: ‘ED V| o ‘-—-Ignure--- v‘ [+ " -l
‘Minuteufthehuur V| fram: ‘SD V| o ‘---Ignure--- V‘ [+ " -l
Mindte of the hour  v|  from: 40 v tor |—ignare— v [+ | - |
Mindte of the hour  v| from 50 v| tor |—ignare— v [+ | - |
Hour of the day from: ‘16 V| to: ‘1? v‘ [+l

Day of the month fram: to ---lgnore ---

Month of the year fram: to: - Ignore —

Day of the week fram: to: — Ignare —
I_u_>

[ ok |[ cancel |




Spooler in acquisition status bar o

BRUKER
B = opsp 0 = A L]
File Edit View Processing Analysis Options Window Help
DadRa EBB|2d3d4 4 5 I ~hp 4B e
28 s T PEAEGARAQEA|[c RE e 6 >+ o T T 2
Elruwser||_ast50 Groups || Alias sven_int 1000 1 “CIINMR data™ test now
#0 julD8-2004 ~ Spectrum‘Pchars AcguPars | Title | PulseProg | Peaks | Integrals| Sample | Structure | Fid
T J5.87 peu / 3522.22 Hz
= |Index = 16859 - 16900
_|¥alue = 0.00 rel
+ |
o
] ) [Ppm]
o
[ svcu-hohe_469_8-original | .
#-(3) sveU-hohe_FOB-005 | SFIDE”EF Titme
=+ sven_int1 ] .
. E-E) 1 - eretic | queued: 9 0% 35
=0 il ] delayed: 0
-3 100 - eretic o | l:'ll Ma'.:ll.- 11
@02 101 - eretic ] (s{dulp 1
-3 102 - eretic ]
-0 103 - eretic i
-3 104 - eretic -«
- 10 - eretic ]
-3 106 - eretic ]
-2 107 - eretic ]
-3 108 - eretic o
63 109 - eretic ) ]
-2 test-nach-linux-xth ]
) test-sgi-ftp ‘ ‘
o | _J
v 1 \\
: — T | T T T T | T T T T | T T T T I T T
4 | & 15 10 0 [ppm]
I] Inext page
o Spoaler Time
86 Job started (Command 'efp;abs; apk on data object 'CU/NMR data/datate st nownmrsven_inti100/pcatast’). Estimated running time: calculating... g:l:::d‘_’: g 039:35
T fay 11
cron: 1




cron: command line options

Spooler Job Tools

Queued jobs (0)| Scheduled jobs (0)| Cron jobs (2)]

¥ command Data ohject Description Minute of the hour Hour of the day

iy | FiBruker/TopSpinfdata/guest/...  svou kinetic test 0,10,20,30,40,50 16-17 * * *

| Fi/Bruker/TopSpin/data/guest!...  svou 10,20,50,40,50,0 18-19 * * *
. f I !

cron 10,20,30,40,50,018-19 7 7 " zg

1 5,

T T T T T
18 16

[ppm]

O -

cron 10,20,30,40,50,0 18-19 * * " zg

next page




cron usage - an example

Job

Command g

Description kKinetic test

Execution scope | User ~

Options

[ off-schedule execution [T~

) Direct exection zg on current dataset will be

Rulles executed every 10 minutes between

Minute of the hour 4 p m a n d 5 p m .
Minute of the hour | from: 10 v | oo |--- lgnore - w + u

Minute of the hour v from: 20 v to: |--- lgnore - v E Ie

Minute of the hour «| from: |30 v | oo |--- lgnore - b E m
Minute of the hour « |  from: |40 v | o |--- lgnore - b E xa

Minute of the hour «| from: |20 v | oo |--- lgnore - b E r e

Hour of the day from: |16 v ftor (17 b4 th

Day of the month from; |* v tor --- lgnore --- “ o

Month of the year fram:; | * v | o --- lgnore --- a

Day of the week fram: |* ¥ for - lgnore ---

[ ok |[ cancer | m :

0 88 Bruker BioSpin




| General Information

| Acquisition features

[| Acquisition archiving

Structure Verification

NMr_Save

| —

TopSpin GUI

| —

ﬁ

| AU / Python programs

i il ICON-NMR

| cortab & cf

| —

Acquisition Setup

| Command queue news

ﬁ

Source directories

| —

| —

Peak picking/integration

useful tools

| —

TopSpin Plot Editor

| —




Teamwork:

<)
. . BRUKER
TopSpin/Perch*/AMIX/TS Plot Editor (>
Process
1H / 13C Data
HSQC >
Spectrum nice
Pattern ovell’zlte(\)/\;
Matching P
all
results
Molecul 1H/13C
Structure )
Proposal Sh!ft.
Predictio
(.mol)

€) .. *Perch requires a separate license

Bruker BioSpin




Teamwork: o)
TopSpin/Perch*/AMIX/TS Plot Editor (>

“JM Process

Data
> _ A ‘
Spectrum e
Pattern
- Matching
P
| ‘ 'I H/ 'I 3C %0 85 80 75 70 65 60 55 50 45 40 :.s/u 25 20 15 10 ppm
hd Shift
) Predictio
o

€) .. *Perch requires a separate license Bruker BioSpin




Teamwork: o)

. . BRUKER
TopSpin/Perch*/AMIX/TS Plot Editor (>
TopSpin
Process
1H/ 13C Data
HSQC >
Spectrum hice
Pattern ovell‘zlte(\;\;
Matching P
all
results
Molecul 1H/13C
Structure :
Shift
Proposal ..
Predictio
(.mol)

€) .. *Perch requires a separate license Bruker BioSpin




Teamwork:

(1)

CH><)
. . BRUKER
TopSpin/Perch*/AMIX/TS Plot Editor (>
TopSpin
Process
1H/ 13C Data
HSQC >
Spectrum hice
Pattern ovell‘zlte(\;\;
Matching P
all
results
Molecul 1H/13C
Structure i
Proposal S
Predictio
(.mol)
Perch

93 *Perch requires a separate license

Bruker BioSpin




Teamwork:

Co><)
. . BRUKER
TopSpin/Perch*/AMIX/TS Plot Editor (>
TopSpin
Process
1H/ 13C Data
HSQC >
Spectrum hice
Pattern ovell‘zlte(\;\;
Matching P
all
results
Molecul 1H/13C
Structure )
Shift
Proposal Predictio
(.mol) AMIX
Perch

€) .. *Perch requiresa separate license Bruker BioSpin




Teamwork:

Co><)
. . BRUKER
TopSpin/Perch*/AMIX/TS Plot Editor (>
TopSpin
Process
1H/ 13C Data
HSQC >
Spectrum nice
Pattern overview
Matching plot of
all
results
Molecul 1H/13C
Structure )
Shift
Proposal Predictio
(.mol) AMIX Plot Editor
Perch

€) .. *Perch requiresa separate license Bruker BioSpin




Teamwork:

Cro™)
. . BRUKER
TopSpin/Perch*/AMIX/TS Plot Editor (O
TopSpin
Process
1H/ 13C Data
HSQC >
Spectrum nice
Pattern overview
Matching plot of
all
results
Molecul 1H/13C
Structure )
Shift
Proposal Predictio
(.mol) AMIX Plot Editor
Perch

€) .. *Perch requiresa separate license Bruker BioSpin




Structure Verification Aid

Bruker TopSpin on merlin 2 SOX)
File Edit View Processing fii Options Window Help
D@l & EB Wsid  Axis Calibration... [cal] M o
2 /28 /8 3 *x &+ | peakPicking... [pp] + 4t 1 X W R
Browser | Lasts0| Groups|| Alias Integration... [int] test now
-0 Wservenhorme Multiple Spectrum Display... uPars| Titie | PulseProg | Peaks | Integrals| Sample | Structure | Fid
2 CWNMR data . 0
[ F:\BrukenTopSpin T1/T2 Relaxation
[ F:\Brukeritopspint 3pl6 . e
£+ F\Brukeritopspin1 318 Line Shape Fitting ’
1#-2) FyBrukentopspin2. 0 Simulation Yy A |
Small Molecules Perch Shift Prediction [predict] L=
Structure EditAiew 4 Verification Aid Using HSQC +Prediction [vyhsqc] - &
Dosy J I
Proteins » [ o
[ ™
Start Amix Viewer @ r
‘e a -9
» o F o
[ 0
e I
-8
'8
' I
’ i (=]
B
g
' I
T T | T T T | T T T | T T T | T T X
8 6 4 2 F2 [ppm]
0 -




Structure Verification Aid

opSpin on merlin a A=
File Edit View Processing fii Options Window Help
D@l & EB Wsid  Axis Calibration... [cal] M o
2 /28 /8 3 *x &+ | peakPicking... [pp] + 4t 1 X W R
Browser | Lasts0 | Groups | Alias Integration... [int] test now
-0 Wservenhorme Multiple Spectrum Display... uPars| Titie | PulseProg | Peaks | Integrals| Sample | Structure | Fid
-3 CANMR data - O
-3 F\Bruker TopSpin T1/T2 Relaxation
-3 FiBrukentopspin 1 .3pl6 . e
#- Fr\Brukentopspint . 3plg Line Shape Fitting ’
1#-2) FyBrukentopspin2. 0 Simulation Jy A A
Small Molecules Perch Shift Prediction [predict] g
Structure EditAiew 4 Verification Aid Using HSQC +Prediction [vyhsqc] - &
Dosy ’ L&
Proteins 4 | o
[ ™
Start Amix Viewer @ r
o, (o
£ vyhsqc X -
Structure verification aid based on 1HA13C shift prediction: 9 i
Camparisan with the HSQC spectrum cantained in the current dataset. -2
If the .mol structure file is not given as an absolute path, r
it i5 taken from the current EXPNO. i
Mal file = structure.mal -8
LI=m Feistinp shift grediction h'd =
Use existing shift prediction __g
Make new shift prediction -
' i (=]
Y
I (=]
2
. I
T T | T T T | T T T | T T T | T T X
8 6 4 2 F2 [ppm]
0 -




Structure Verification Aid

opSpin on merlin a A=
File Edit View Processing fii Options Window Help
D@l & EB Wsid  Axis Calibration... [cal] M o
2 /28 /8 3 *x &+ | peakPicking... [pp] + 4t 1 X W R
Bruwser||_ast50 Groups | Alias Integration... [int] test now
-0 Wservenhorme Multiple Spectrum Display... uPars| Titie | PulseProg | Peaks | Integrals| Sample | Structure | Fid
-3 CANMR data - O
-3 F\Bruker TopSpin T1/T2 Relaxation
-3 FiBrukentopspin 1 .3pl6 . e
#- Fr\Brukentopspint . 3plg Line Shape Fitting ’
1#-2) FyBrukentopspin2. 0 Simulation Jy A A
Small Molecules Perch Shift Prediction [predict] L=
Structure EditAiew 4 Verification Aid Using HSQC +Prediction [vyhsqc] - &
Dosy ’ L&
Proteins 4 | o
[ ™
Start Amix Viewer @ r
o, (o
£ vyhsqc X -
structure verification aid hased on 1HA3C shift prediction; 9 i
Comparison with the HSQC spectrum contained in the current dataset. -2
If the mol structure file is not given a5 an absolute path, r
it is taken from the current EXPNO. i
Mal file = F:\Bruker\tupspinz.2—a|pha\exp\stan\nmrxlists\struc:ture| 0 8
hlake new shift prediction v‘ r
) __8
Execute ” Browse ]I Cancel l | =
i i (=]
Y
I (=]
2
. I
T T | T T T | T T T | T T T | T T X
8 6 4 b F2 [ppm]
0 .




Structure Verification Aid

0 .

opSpin on merlin 2 DEX
File Edit View Processing fii Options Window Help
D@l & EB Wsid  Axis Calibration... [cal] M o
2 /28 /8 3 *x &+ | peakPicking... [pp] + 4t 1 X W R
Browser | Lasts0| Groups | Alias Integration... [int]
- s Structure | Fid
B2 F2
B0 |
B2 Fy A ﬂ
B0 Group "£21" renamed to "HY" A h
Group "#22" renamed to "H11" 0 z
Group "£23" renamed to "H12" _ | &
Group "#24" renamed to "H13" QREas] L ‘%
Group "#25" renamed to "H14_15" |
WARNMING: GEMERATED MAME "H14 15" IS NOT A VALID GROUP MAME. UMAELI L
Group "#27" renamed to "H16" -8
Group "#28" renamed to "H17_18" @ r
WARNMNING: GEMERATED MAME "H17_18" IS NOT A VALID GROUP MAME. UMAELI r
Group "#30" renamed to "H19" - [ o
—MMR GROUP MAMES GENERATED FROM BRUKER. FORMAT ATOM MAMES— 1 |~
Predicting MMR-parameters, please wait... B » ) i
v -8
< & e I
-8
....... i i
.................................. g
) I
' i [
e
g
. I
T T | T T T | T T T | T T T | T T x
8 6 4 2 F2 [ppm]




Structure Verification Aid

£ TOPSPIN Plot Editor - [verification_report.xwp]
File Edt TOPSPIN Options Window Help

D& H & B ?
Data | Attributes| Zoom in |Zuumuut| Full |

a,m 8

70| e
5o

Evpand | Zoonm™

" Standard

& NMR

Title

o
Mode: | g,

- Show the attributes dialog

ps-hsge-5m DM SO fu ps-ddmso 1

HAME 10059
EXFNO 5
PROCHO 1
Date_ 20041105
Time 17.38
INSTRUM av400
PROBHD 5 mm CPDUL 13C
PULPROG hsgcetgpsi

[ signal in predicted area

Lo

| ‘ Fotate | | | Undo

TOPSFIN 2.1 - wyhsgc 1.1 5
AURELIAAMIX - 375

F/Bruker 2.2-slphaidata
13 of 15 pattemns verified (2 empty)
12 of 18 pesks inside patterns (2 cutside)

_ no signal matched

110059\S'structure. mol

9.0 85 80 7.5 T.

T
0 65 6

.0 55 5.0 45 40 35 3.0 25 20

1.5

1.0 ppm

TOPSFIN 2.1 - vyhsgc 1.1 §
AURELIAJAMIX "3 75

BLR.%R HSQC Verification Aid

Structure

Score 0.70

Pattems hit ) 13/ 15 (2 empty)
Peaks covered [T ] 13/16 (3 outside)

1C6 HE

2C9HY

3C12H12A C12 H12B
4 C13 H13

5 C14 H14A,C15 H15B
6 C14 H14B.C15 H15A
T C17 H17A,C18 H18B
§ C17 H17B,C18 H1BA
9 C19 H19A C19 H18B C18 H19C
10 11 H11A C11 H11B
11 C16 H16A C16 H168

Mark object

Zoom: 100 9 -




FEX

&% C:\MMR data\data\test now\nmri10059\5\pdata\1
- Fle Edt View Favorites Tools Help " p rl n t O u t ("X')
5 — RRIUK =
Qeack - () [T ) search [ Folders | [T
Address |E| C:\NMR data\data\ test now\nmr\ 10059\ 5\pdata\1 v| Go a n d a S P D F
Folders X Hame Size T
2ii 4.096 KB Fi
= 3 nmr g2 4.096 KB Fi
- HSQC Verific
=) ~TEMP =) 2ri 4096 KB Fild.. . Imn Z’f;if!‘:i:‘n ; ;'::M
[ 13C_Spektrum 2rr 4.096 KB Fi —
) 13c-dept (€4 10059.MMS 8 KB Mo Structure
= 30ml =) Amic.prot 1KB PR <
2 30ml-2 Arr.fb 4KB FB \
) Soml =| auditp.xt 2KBE Te
g 50:,_2 [ devels 2KB Fik Lppm
& 62 = curdat2 1KB Fik
] = email_10059_5_1.pdf 40KB Ac ’
=) 620rig level 1 KB Fils |
) 70ml loc_level 1KB Fik = 20
— —
— m m
=l verification_report.xwp o 5

- verification_report_10059.pdf 4

60 e , N
— o T . Scora 7 LY o7 Y
=205 proc 2KB Fi 80 | Patema nit T 13715 (2 empty) .
= [h Pdata proc2 2 KB Fi Peaks coverns TR 13716 (3 outsaw)
(@} 1 | proc2s 2KB Fi = !
) 1000 =l procs 2 KB 100 |2S9Ms
3 1001 - structure.emf 4 1 325 :gacuma
1002 = structure.mol KB M 5 C14 HISACHS H1SB
= title 1KB Fi 6 C14 HI4B.C15 HISA
=3 10060 ) verification_log.txt IKB T 4120 | 2 RITACISHISE
= 8 oo e o
— <
B 2006000099067 -“L ver'rf'n:athn_report_ll}ﬂfpg.pdf 93 KB | MCI HIIACTI N1IB
3 2006000099068 z i . 1KB T | a0 | TTCIONIM Cr8 168
3 cunskis-demo =] verify.amix 1KB A
[ DRU dataset =) verify_10059.pred 6 KB P
= elin [£] werify_pattern.bxt 2KB Tef
=) elin3.fid [£] verify_result.txt 4KB T 19 pooa |
& franz [ghverify_structure.MMS 9KB N
friedrich ver'rfy_structure.nml 5KB M
@ friedric =] werify_structure.pred 6KBE P
[ heinecke L
€ | > £ >




Teamwork:

-,
. . BRUKER
TopSpin/Perch*/AMIX/TS Plot Editor (>
ICON-NMR
TopSpin
Process
1H/ 13C Data
HSQC >
Spectrum nice
Pattern overview
Matching plot of
all
results
Molecul 1H/13C
Structure ]
Shift
Proposal Predictio
(.mol) AMIX Plot Editor
Perch
L *Parch requires 3 Separare [[ense Bruker BioSpin |




Structure Verification Aid

# ICON-NMR: Configuration

File

Help

= User Settings

----- User Manager

""" Composite Experiments
----- Additional Users

""" Originator Items

= Automation

& Master Switches

----- Automation Window
= Lock/Shim Options
Solvent/Probe
Dependencies

""" Tuning/Matching

----- Friority

""" Temperature Handling

----- LC-NMR Qptions

""" SampleTrack Options

----- Fail Safe / Error Handling
""" Web Interface

General Options
ToolBox Setup
Accounting

Run Control

Default Automation Mode Manual Inject/Eject hd

Eject last sample in queue
[IMever Rotate the Sample

[l start run at user login
Processing Control

[+] Generate a Spectrum Printout

|Ask on Startup V|

Generate Spectrum Print-Out file in data set for |

OLLTT O T TSP L,

Process Data Sets after Acquisition

[“liPerform Structure Consistency Check

[atacet Managament

[l 1gnore the TopSpin Prosal Parameters

[ Delete temporary datasets after experiment end
[¥] Allovs Overwrite of existing Acquisition Data
BEST Mode Settings

[]Enable BEST-NMR

>
‘ @ 'bestadm’ ‘




Structure Verification Aid

® JCON-NMR: Automation May03-2007-1433-BRUKER-svcu
Fle Run Holder View Find Parameters Options Help

& b3
Type  Status Disk | Name 3 Solvent Experiment Structure/Processing  Par Title / Orig
2 Available
e Available 03052007-BRUKERSvC + PROTON - BRUKER\svcu

[ée  Available 03052007-BRUKERsvC ¥ HSQCEDETGP +/bru10059.mal BRUKER!\svcu

.ﬁ F2 03052007-BRUKERsve BRUKER\svcu
Available

Available
Available
Available
Available
Available
Available

v

l & submit “ fE cancer " 2l e A :l Copy l gf S:::g;

Preceding Experiments

# Date Holder . Experiment Rotation Lock Shim Acq User Title / Orig Remarks

¢

Search WGD [ search previous runs Busy until: Mo Jobs! Day Experiments: 00:00 NightExperiments: 00:00 User: BRUKER'‘svcu




Structure Verification Aid

TOPSPIN Plot Editor - [veri: n_report.xwp]

File Edt TOPSPIN Options Window Help

(M- = = = @ %

Data | Attributes‘ Zoom in |anmnut| Full | ‘ ‘ | Raotate | | ‘ Undo

Expard | Zoom'®

¢ Standard HAME 10059 TOPSPINZ 1 - wyhsaz 1.1 % BRUKER HSQC Verification Aid
P EXFNO 5 AURELIVAMIX: 3758 ) TOPSFIN 2.1 - whsac 1.1 §
s PROCNO _ 1 & of 8 pattems verified (2 empty)
Date 20041105 7 of 11 pesks inside pattems (4 cutside)
Time 17.36

Title THSTRUM av400 Structure
FROBHD 5 mm CPDUL 13C

PULPROG nsgoetgpsi P N N

 ICON-NMR: 7 signal in predicted area L__Z no signal matched
Ele Run Hog

b om
Hol... Type
> 1

ps-hsge-5m DMSO /u ps-ddmso 1

1100595 \structure. mal AURELIA/AMIX 275

Score 0.48

Pattems hit 1 6/8(2 empty)
Peaks covered [ | 7/ 11 {4 outside)

1CTHT
2 C9 H9A C9 HIB

3C10HI0

4C12 H12A C12 H12B

5 C14 H14A C14 H14B C14 H14C
6 C15 H15A C15 H15B C16 HI5C
# | Date 7C5H5

8 C13 H13A C13 H13B

Preceding Exper

\ T T T \ \ T T \ \ T
6.5 6.0 55 50 45 40 35 3.0 25 20 15 1.0 ppm

For Help, press F1 Position: 28.30,20.20 Mark object Zoom: 100 %

<

Search @ [ search previous runs Busy until: Mo Jobs! Day Experiments: 00:00 NightExperiments: 00:00 User: BRUKER'‘svcu




Other Perch™ features within TopSpin

[ Bruker TopSpin on merlin as svcu

File Edit View Processing FGEAEN Options Window Help
O0@ME & & E adsd Axis Calibration... [cal] B o7

*2 /2 '8 /8 ¢ F W@ @ ( Peak Picking... [pp] T % & oonir

Browser | Lasts0| Groups | Alias Integration. .. [int]

\TopSpin guest

(2 Yserverihome

"2 CANMR data

12 F\BrukerTopSpin

[+ FA\Brukerttopspin .3pl6
(2 FiBrukertopspini 3pl8
"2 FABrukertopspin2.0

Multiple Spectrum Display... uPars| Titie| PulseProg | Peaks | Integrals | Sample | Structure | Fict

<)
BRUKER
L)

Signal/Moise Calculation...
T1/T2 Relaxation
Multiplet Analysis

Line Shape Fitting

Simulation )
Small Molecules », Perch Shift Prediction [predict]
Structure EditAiew »  Verification Aid Using HSQC+Prediction [vyhsqc]
Proteins 4
Start Amix Viewer
o
@
<
o
] Ll
o] E\J “ ALl
] 8
[
—
18 16 14 12 10

0 107 ¥Perch requires a separate license

hl b 55 M & 37 &
\

T —— Fun Molecule Modeling
File Edit View Processing An.
Oadép & EHEB did 4
228 2 ME GG E«

+ & + + % F 3 4 gontr

4 Bxa B 0
M
Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample e | Fid
WMo S0RaAER I ISy s %|e c BAX @mirrawal S
HC
CHy
m
)
OH
(2]
(&)
@ HO
(nJ /N
(] HAC

o oOH HC
<3 CHg
HO
Hh HO
MH.

structure2 mol

Run Malecule Modeling




Perch™: e.g. geometry optimization

+H -H o im0 coclz_ C |

Geometry Optimization: 1260 steps  Epot=1099.81 kJ/mol N/A kJI/mol 0 (1)



| General Information

| Acquisition features

Acquisition archiving

| —

Structure Verification

| —

NMr_Save

| —

TopSpin GUI

| —

ﬁ

| AU / Python programs

: il ICON-NMR

| cortab & cf

[l Acquisition Setup

[l Command queue news

Source directories

[| Peak picking/integration

[l useful tools

[l TopSpin Plot Editor




Pulse programs in TopSpin 2.0 o)
B%R
Pulse CPD
programs
Datgbase Python
Macros in .
: scripts
TopSpin 2.0

Bruker BioSpin



e.g. edpu

Again directory/file structure
as In previous versions.

'No database anymore in 2.1 ahCaun
e

File Qptions Help Add |t|0na I Iy . phaexpistaninmrilistsiop v
|

SEErch in names [*7) V|[ SEErT - O
coss <[ . -.\Manage Source Directories/

Daz.incl De.incl Delay.incl Grad.incl *
Param.info Fulprog.info README Relations.info sysconf.inc
Update info adeg11etgprdsp adeq11etgpsp adeq1netgp adegnietgp 18
adegnnetgp apt aptjc aring aring2
atocsygpph19 C_Caco C_caco_ia C_Cgco_s3 C_can_iasg
C_can_mg C_can_mo.2 C_canco_ia3d Cc_canco_jasd.2 C_cancoi_iasd
c_chcaco_iadd c_choaco 533d . bcanco_jiasd C_CCcco_ia3d
C_ccco s33d C_CCCOn Y 4 c_ccoflopsyl6 ctia
c_ccflopsy16_ia C_CCOOEsy Y C_COC3
C_COca_ia C_COCE_mg C_Con_mg
C_con_mdia C_Con_sq C_cosy ct
c_hacaco_3d c_hcaco_ia3d c_hcanco_ia3d
c_hcancol_ja3d c_hchea_ia3d <]} c_hchcan_ia3d
c_hccflopsy16_3d C_hnca_ia3d Cc_hnco_ia3d
c_hncoca? iadd t_hncoca iadd D* + h - chcaconhgpwg3d
chcanhgp3d chocanhogpwo3d a \a d Se ccaconhgp3d.2
coanhop2h3d ccanhgpsd . cooconhgpsd
cimlesphpr colocgf I n cosydcph
cosydopht cosydegf iy cosydfetdp . 4

TopSpin 2.1 car o
l()p p|n Ny || GraphicalEdit || SetpuLPrOG || Close |

0 .

Bruker BioSpin




e.g. edpu

File Nels)i Help
searc  Show Comment

class  Show Date

'No database anymore in 2.1 ahCaun
Again directory/file structure =
as in previous versions.

Additionally:
\Manage Source Directories,

phaexpistanmnmrilistsiyop

Anear De.incl Delay.inc Grad.incl
README Relations.info sysconf.inc
Updats POT ' adeq11etgpsp adeq 1netgp adeqnietop
adegnnetgp apt aptjc aring aring2
atocsygpph19 C_Caco C_Caco_ja C_caco_ 53 C_Can_iasg
C_can_mg Cc_can_mo.2 C_canco_jasd Cc_canco_jgsd.2 C_Cancoi_iadd
C_chcaco_ia3d c_chbcaco_s33d C_chcacon_iadd C_chcanco_iadd C_ccco_ia3d
C_ccco s33d C_ccocon_ia3d c_ccflopsylb c_ccflopsy16 ct C_ccflopsy16 _ctia
c_ccflopsy16_ia C_CCOOEsy C_CCODESy2 C_CCroesy ct C_Cocg
C_COca i3 C_COCE_ Mg C_COca_mo.2 C_COn_iasg C_COon_mig
C_con_mdia C_COn_sq C_COSY C_cosy2 cf C_Cosy ct
c_hacaco_3d c_hcaco_ia3d c_hcaco_533d c_hcan_ia3d c_hcanco_ia3d
c_hcancol_ja3d c_hchca_ia3d c_hchcaco_ia3d c_hchcaco_s33d c_hchcan_ia3d
c hcoflopsy 16 3d c_hnca iasd C_hncaco ia3d C_hncaco 533d C_hnco iasd
c_hncocaZ ia3d C_hncoca_iasd calibgp choaconhgp3d chcaconhgpwg3d
chcanhgp3d chocanhopwi3d ccaconhgp2had craconhgp3d ccaconhgpad.2
coanhgp2had ccanhgpsd ccanhgpsd.2 ccoconhgp2had ccoonhgpsd
cimlesphpr colocgf Cosyowphps cosydclrgf cosydcph
cosydopht cosydegf cosydfesgpph cosydfesgpphpp cosydfetgpn .

W

| Eoit || crapnicaiedt || setpurroc || close |

0 .
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Source directories

User can specify individual
directories for:

- Pulse programs

- CPD programs

- Shape Files

- Gradient Files

- Parameter Sets

- Macros

- Python programs
- AU programs

- VD lists

- VP lists ...

E Source Directories

Please enter the source directaries for the various types

of parameter files. Use 1 line per directory! The order of the directories
defines the priority for TopSpin when searching for a file.

MOTE: Changes will not become effective before TopSpin restart.

FABrukentopspin. Texpistaninmnilists\ppwser
FBrukertopspin2. 1expistannmrilistsop
Pulse Programs =

F\Brukertopspin2 . expistamnmlistsicpouser
F\Brukeritopspin2 . 1wexpistannmrlistsicpd
CPD Programs =

F\Brukertopspin2 . expistamnimmlistswavelser
F\Brukeritopspin2. 1exphstaninmlistsaye
Shape Files =

F\Brukertopspin2 . exmstamnmlists\gpiuser
F\Brukeritopspin2 . 1expistaninmrlistsigp
Gradient Files =

F\Brukertopspin2. expstamnmnpanuser
F\Brukeritopspin2. 1expistaninmnpar
Parameter Sets =

F\Brukertopspin2 . expistamnmnlistsimaciuser
F\Brukeritopspin2. 1expistaninmnlistsimac
Macros =

F\Brukeritopspin2 . 1expistannmnpyuser
FABrukeritopspin2 . 1expistannmpy
Python Programs =

F\Brukeritopspin2 . 1expistannmmauisroiuser
F\Brukeritopspin2 . 1exphstaninmiauisre
Al Programs =

F\Brukeritopspin2. 1expistannmrlistsive

WD Delay Lists =

F\Brukeritopspin2. 1expistannmrlistsivg

WP Pulse Lists =
< ¥

[ QK H Browse H REeset.. H Cancel




:’ﬂ Source Directories

- L}
S d t r I Please enter the source directaries for the various types
O u rC e I re C O e S of parameter files. Use 1 line per directory! The order of the directories
defines the priority for TopSpin when searching for a file.
MOTE: Changes will not become effective before TopSpin restart.

FBrukeritopspin2. 1expistanmnmrilistsive

YC Loop Count Lists =

User can specify individual
directories for:

FBrukeritopspin2. 1expistannmrilistsiva

FABrukertopspin2 . expistamnrmrlistsivt

YT Temperature Lists =

L ]
— V ( I S t S FiiBrukertopspin2. Thexmstaninmrilistsif1

F1 Freguency Lists =

-
- VA lists
FiBrukeritopspin2. 1hexpistaninmrilistsisp
- SP Shape Lists =
- VT lists
- DS Data Set Lists =
- ISTS
L]
— S P I Sts Solvent Region Files =
= FABrukertopspin2 . Texpistaninmrlistsyphase
- DS lists
Phase Program Lists =
L] L}
S O I Ve nt Re g I O n FI I e S FiBrukentopspin2. expistaninmrilistsintrng
-—

'intrng’ files =

L]
— P h a S e I I StS FiBrukertopspin2. Texpistaninmrlistsyaeakrng

‘peakrng' files =

- intrng files ... : ’

[ QK H Browse H REeset.. H Cancel

FBrukeritopspin2. 1expistannmrilistsids

FiBrukenrtopspin2 . Texpistaninmrilistsiscl




Source directories

User can specify individual
directories for:

- peakrng files
- baslpnts files
- base_info files
- peaklist files

- clevels files

- reg files

- int2drng files

- structure files
o 115

[ﬂ Source Directories

Please enter the source directaries for the various types

of parameter files. Use 1 line per directory! The order of the directories
defines the priority for TopSpin when searching for a file.

MOTE: Changes will not become effective before TopSpin restart.

Phase Program Lists =

F\Brukeritopspin2. 1wexpistannmrilistsintrng

intrng’ files =

F\Brukeritopspin2. 1expistaninmrlistsipeakimg

‘peakrng' files =

F\Brukeritopspin2. 1expistaninmnlistsibasipnts

‘baslpnts' files =

F\Brukeritopspin2. 1expistaninmrlists\base_info

'base_info' files =

F\Brukeritopspin2. 1expistannmrlistsypeaklist

'peaklist' files =

FiBrukertopspin2. texpistaninmrilistsiclevels
‘clevels' files =

FiBrukertopspin2. 1hexpistaninmrilistsireg
'reg' files =

FBrukeritopspin2. 1expistanmnmrilistsiint2drng

'int2drng' files =

Structure files =

¥

[ OK H Browse H Reset

. H Cancel




Default directories

['_! Source Directories

Flease enter the source directories for the various types

of parameter files. Use 1 line per directory! The order of the directories
defines the priority for TopSpin when searching for a file.

MOTE: Changes will not become effective before Topzpin restart.

FABrukerntopspin . Texphstaninmlistsipphuser
FABrukerntopspin . Texphstaninmilistsipp

Fulse Programs =

Default path for e.g. pulse programs:
Bruker files in: .../exp/stan/nmr/lists/pp
User files in:  .../exp/stan/nmr/lists/pp/user

I FAaBrukentopspin . Thexphstanmnmelistsisd I

WD Delay Lists =

Default path for e.g. VD lists:
Bruker/User files in: .../exp/stan/nmr/lists/vd



Default directories

['_! Source Directories

Flease enter the source directories for the various types

of parameter files. Use 1 line per directory! The order of the directories
defines the priority for TopSpin when searching for a file.

MOTE: Changes will not become effective before Topzpin restart.

coANy Pulse Programs

FABrukerntopspin . Texphstaninmlistsippluser
Fulse Programs = FABrukerntopspin . Texphstaninmilistsiop

Default path for pulse programs:
Bruker files in: .../exp/stan/nmr/lists/pp
User files in:  .../exp/stan/nmr/lists/pp/user

Each user can define his own directories
(in an unlimited number)
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Definition of the content of e.q.:

[_! Pulse Programs
File Options Help

Source = | FABrukertopspin2. 1exphstaninmelistsiop

Search in names [*?] v

=Earch

Class = | Any

Oim =

| A |

edpul

<)
BRUKER
L)

Lswance.incl

Daz.inc

De.incl

Delay.incl

Srad.incl

FParam . info

Pulprog.info

FEADME

Felations.info

Sysconfincl

LIpdate .info

adeq11etgprdsp

adeq11etgprdsp.2

aden11etgpsp

adeq1netgp

adegn1etgp

adegnnetgp

apt

aptic

aring

aring2

atocsygpph19

caco

caco i3

Caco 53

can_iasg

LA T

can_ .2

canco iaad

canco iaad.?

cancoi ia3d

chcaco ia3d

chcaco s33d

chcacon ia3d

chcanco ia3d

Cccoco iadd

Cccco s539d

CCcocon iadd

coflopsy 16

coflopsy16 ct

coflopsy16 ctia

ccfliopsy16 ia

CCROESsy

CCNOESy2

cchoesy ot

coca

coca ia

Coca_mo

coca mog.2

Con_iasg

COM_ i

con_miia

COM_ S

COsy

cosy2 ot

hacaco ad

hcaco iaad

hcaco sa54d

hcan iasd

£ T e I o o o I e

L I e I o T I e T Y O

= =]

0 I e I e T o I e T I e T e O

|l Y e T R P |

0 I e I e T o I e T I e T e O

|l T e e e T Bt P |

0 I e I e T o I e T I e T e O

Tt e et e B e L ' |

b

0 .

| Edit

Graphical Edit || SetPULPROG || Close |

Bruker BioSpin



Definition of the content of e.q.:

[_! Pulse Programs
File Options Help

edpul o
BZ%R

Source = | FABrukertopspin2. 1exphstaninmelistsiop

Search in names [*?] v

=Earch

Class = | Any

Oim =

| A |

Chlly PUlse Programs
FABrukentopspinZ 1hexpistannmalists\ppiuser
FABrukentopspinZ. 1hexphstannmelistsipp

Lswance.incl

Daz.inc

De.incl

Delay.incl Srad.incl

FParam . info

Pulprog.info

FEADME

Relations info Sysconfincl

LIpdate .info

adeq11etgprdsp

adeq11etgprdsp.2

aden11etgpsp adeq1netgp

adegn1etgp

adegnnetgp

apt

aptic aring

aring2

atocsygpph19

caco

caco i3 Caco 53

can_iasg

LA T

can .2

canco iaad canco iaad.?

cancoi ia3d

chcaco ia3d

chcaco s33d

chcacon ia3d chcanco ia3d

Cccoco iadd

Cccco s539d

CCcocon iadd

coflopsy 16 coflopsy16 ct

coflopsy16 ctia

ccfliopsy16 ia

CCROESsy

CCNOESy2 cchoesy ot

coca

coca ia

Coca_mo

coca mog.2 Con_iasg

COM_ i

con_miia

COM_ S

COsy cosy2 ot

hacaco ad

hcaco iaad

hcaco sa54d hican iaad

£ T e I o o o I e

L I e I o T I e T Y O

= =]

0 I e I e T o I e T I e T e O

|l Y e T R P |

b

0 I e I e T o I e T I e T e O
0 I e I e T o I e T I e T e O

|l T e e e T Bt P | Tt e et e B e L ' |

0 .

| Edit

Graphical Edit || SetPULPROG || Close |

Bruker BioSpin



Definition of the content of e.g.: edpul

[_! Pulse Programs

File Options Help Source = | cly Pulse Programs

search in names [*?] % | Search

Class = | Any v | Dim = Ay

7030

Last displayed source
directory will automatically be
displayed next time this
window is opened.

| Edit || GraphicalEdt || setPulPrOG || Close |

o Bruker BioSpin




User-specific directory

[’_! Source Directories

Flease enter the source directories for the various types

of parameter files. Use 1 line per directory! The order of the directories
defines the priority for TopSpin when searching for a file.

MOTE: Changes will nof become effective before Topzpin restart.

CANYy Pulse Programs
FABrukeritopspin . Texpistaninmalistsippiuser
Fulse Frograms = FABrukeritopspin . Texpistaninmnlistsipp

The order of the directories defines

the priority for searching a file.

Example above:
1) Pulse program zg can be available in all three directories
2) e.g. zg should be used for acquisition,
= TopSpin (and/or ICON-NMR) searches for zg
= if the first directory C:\My Pulse Programs contains a zg
=» this one will be used for acquisition (‘first come, first served’)

0 121 Bruker BioSpin
e



Create a new file in pp/user ! o)

BRUKER
N Options Hel Source = |FABruker TOPSPINZ 1-alphaiexpistaninmrlistsipp v
P P
MNew. .. 2] V|’ Search ” |
Save As... v Dim=Any v | Al
Delete...
Rename... _Daz.incl De.incl Delay.incl Grad.inc ~
- Fulprog.info FEADME Relations.info Sysconf.inc
Expont... adeq11etgprdsp adeq11etgpsp adeq1netgp adegnietgp
Import apt aptc aring aring2
. C_Caco C_caco ia C_caco_s3 C_can_iasq
Close C_can_mg.2 C_canco_iasd C_canco_igsd.2 C_Cancoi_iadd
C_chcaco_la3d c_chcaco_s33d Cc_chcacon_ia3d c_chocanco_ia3d C_ccoco_ig3d
C_ccco_s33d i C_ccflopsyl16_ctia
c_ccflopsy16_ia C_Coca
C_Coca_ia C_COn_mg
C_Con_mgia . . . . C_Cosy ct
- Cestination Dir. = |FABruken TOPSPIMNZ 1-alphaexpistaninmlists\ppiuser » X .
C_hacaco_3d C_hcanco_ia3d
c_hcancol_ia3d Mew Mame = c_hchcan_iasd
c_hccflopsy16_3d c_hnco_ia3d
c_hncocaZ ia3d chcaconhgpwg3d
chcanhgp3d Ok | Lancel | ccaconhgp3d. 2
ccanhgp2h3d LA a0 |3 L] e s Lo T T Cooonhgpsd
clmlesvphpr colocgf COSYCWRhPRS cosydclrof cosydcph
cosydopht cosydegf cosydfesgpph cosydfesgpphpp cosydfetgpn . h
| Eoit || craphicaiear || setpurroc || close |
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Create a new file in pp/user ! Korwl
Ba)

pp-te = = DPSF
File Edit Search

Graphical Edit
OPSP

1 | ;eg—tes " .
2 iazazce’—:vers 5 Edlt §earCh
3 ;1D sequencel New [Ctrl N]
40 ;
5 | ;scnass=nig Qpen... [Ctr O] ~
& | ;4pIM=1D Save [Cirl 8] {06/11/08)
File Options Help Source = | FABrukenT OPSPINZ 1-alphaiexpistanmnmriistsyppiuser v

Search in names [*7) V|[ Search ” |

Class=|any  v| Dim=|any v [ A |

| Edit || GraphicalEdit || setPulPROG || Close |




Create a new file in pp ?

& test-pp (F:\Bruker\TOPSPINZ. 1-alpha‘\exp\stan\inmrilists\pp) *
File Edit Search

Graphical Edit

| >

1

B test-pp (F:\Bruker\TOPSPINZ. 1-alpha\exp\stan\nmrilists\pp) *
File Edit Search

Graphical Edit

1 | ;eg-test ~
2 | javance—-versjs - =
3 | ;1D sequence [ test-pp (F:\Bruker\TOPSPIN2. 1-alpha\exp\stan\nmr\lists\pp)
4 |; =18 Edit Search
5 | ;$CLASS=High New [Ctﬂ N]
B | ;$DIMELD N
7 | grvpE= Qpen... [Ctrl O] ~
8 |;$3UBTEPE= I Save [Ctrl S] {D6/11/09)
o |+ §COMMENT= Save as...
10 =
11 Print [Ctrl P]
12 | #include <A
13 Close
14 9 | ; $COMMENT=
15 | "acgtO=-p1*2f 14
16 11 i i i i
- s P Q Tnp5p|n does NOT suppnrt changing or storing files
18 |1 ze 13 in the Bruker standard directory:
19 |2 30m 14 i
0| a 15 | racaompi2/s. 141" F/Bruker/TOPSPINZ. 1-alpha/exp/staninmelists/p
31 16
pl phl
22 go=2 ph3l 1;
23| 30mme #0 § ; :;m
24 exit | Close Details...
21 pl phl
2z go=2 ph31
23 30m mc #0 to 2 FO(zd)
24 | exit hd
391

0 124 Bruker BioSpin




Create a new file in pp/user !

& test-pp (F:\Bruker\TOPSPINZ. 1-alpha‘\exp\stan\inmrilists\pp) *
File Edit Search

Graphical Edit

1

B test-pp (F:\Bruker\TOPSPINZ. 1-alpha\exp\stan\nmrilists\pp) *

File Edit Search

Graphical Edit

| >

File Options Help

L e e B = I

[ T = e = T = =
L N L S T

;eg-test
JAavaNnCe-vVersj
;1D zequence
H

3 §CLASS=High
;$DIM=1D

; $TYPE=

N Edit Search

New [Ctrl N]

| >

Open... [Ctrl O]

; $SUBTYPE=
; $COMMBNT= I

#include <Aw
Macgtl=-pl*2

1 ze
2 30m
dl

Search in names [*7] vu Search "

Class =|any  v| Dim=|any v| [ Al |

Save [Ctrl S]
Save as...

6/11/08)

12 41l Destination Dir. =

14 Mew Mame =

| >

FABrukenTOPSPINZ 1-alphatexpstamnmilists\ppiser »

source = |[FABrukent TOPSPINZ 1-alphatexpistaninmpdists\ppiuser  »




Summary o)
BRUKER
L)

1. each user starts with a list of default directories
(e.q. lists/pp and lists/pp/user)

2. only the user directory is writable

3. each user can remove one or more default
directories from its list

4, each user can specify one or more additional
source directories

5. each user can define the order of the directories
which defines the search order within TopSpin
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Source directories - advantages

C><)
BRUKER
e.g. pulse programs (>

Bruker files in: .../exp/stan/nmr/lists/pp
These files are write protected!

= You can be sure that these files always contain
the right content

User files in: .../exp/stan/nmr/lists/pp/user
By default any user-specific file will be stored here,
they are read- and writable

=» You have an easy setup to distribute user-specific
files to all users of the spectrometer
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Source directories - advantages Co
e.g. pulse programs (>

Each user can define his own source directories

= These files will have the permissions you want to!
If you store them e.g. in your home directory, the
files will be only readable by yourself

= These files can be easily distributed!

If you want to use e.g. your pulse programs on
different spectrometers, just define a network drive
as a source directory.
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GUI available for ... o)

User can specify individual
directories for:

- Pulse programs w= edpul
- CPD programs
- Shape Files
- Parameter Sets
- Macros
- Python programs - edpy
- AU programs w= edau

- VD,VP,VC,VA,VT,F1,DS,
solvent region files, phases
- intrng, peakrng, ...

| edlist

- ed m ISC Bruker BioSpin




edmisc

[_1 Miscellaneous Files: edmisc

File Options Help Source = |FABrukertopspin2. lexmstamnmalistsintrng

aearch in names [*Y] | Search Misc. type = |intrng - 10 integral ranges hd
intrng - 10 integral ranges

peakrng - 10 peak ranges

biaslpnts - baseline points for 'abs’
base_info - baseline function for 'bcm'
peaklist - peak file for 'dcon’

clevels - 20 contour levels

reg - reference regions for 'pp'

int2drng - 20 integral ranges

| Edit || Read.. || wwite.. || writenew . || Close |
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edlist

L! Parameter Lists

File Options Help

Search in names [*7] ¥

=earch

FABrukertopspin2 1exphstaninmrilistsiscl

List type =

scl - solvent regions

1305 . Acetic

13C.C0CI3

13C . Acetone

13C.Ce0D6

13C.CO2CI12

vil - delays
Wi - [UlSES

13C.CHICN+D20

13C.CHIOH+DZ0

13C.020

13C.DME

13C.DMF

13C.DMS0

13C . Dioxane

130 . H20+D20

13C.MedD

13C.Pyr

13C. TRA,

13C.Tal

1H ACetic

1H ACcetone

1H.CaDB

1H.COECMN

1H.COCIS

TH.CHICN+D20

1H.CH3OH+DZ20

1H.DEE

1H.ODME

1H.DMF

TH.DMS0

1H.EtOD

1TH H2O0+D20

1H.MedD

1H.Pyr

v - l00p counts
va - amplitudes
vi - temperatures
f1 - frequencies
s5p - shapes

ds - data sets

H.TFA

1H.THF

1H.Tal

FEG

peg-old

| Edit || ciose |
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0 .

Ef Parameter set conversion

p a ra C O n Parameter set conversion.

from the lists on the right.

added via the "Preferences" menu.
Use the match field to apply wildcards to

to select case sensitive (default) or case
insensitive match.

Current basic frequency: 300.13 MHZ.

Case insensitive match

select parameter sets for conversion of the
basic frequency (BF) or installed the digitzer

Directories containing parameter sets can be

the

list of parameter sets, use the checkbox below

Execute "cf" to set a new basic frequency (BF)
or a new digitizer before executing paracan!

-

Also paracon
supports user
defined source
directories.

~N

J

-

Available parameter sets:

FBrukertopspin?. 1/expistansnmripar (Bruker defined)
ALZTND 2
B114G

BESTPROFILE
C13APT

C13CPD

C13CPD32

C13CPDSN

C13DE455M =z

Match: select all l ’ Select none

Fo/Brukertopspin /expistanimripariuser

Match: Select all I l Select none

CiMy Parametersets

C13CPD-test

Match: Select all ” Select none ]

[ Close ” ExecLte ]
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| General Information

| cortab & cf

| Acquisition features

| —

Acquisition Setup

[| Acquisition archiving

| Command queue news

ﬁ

[ Structure Verification

Source directories

| —

nmr_save

| —

Peak picking/integration

[| TopSpin GUI

useful tools

| —

[l AU / Python programs

TopSpin Plot Editor

| —

i il ICON-NMR




nmr_save

B er TOPSF a0 edal a L]
File Edit “iew Spectrometer Processing Analysis YWindow Help
Db & B @ 2d3d 4 A W 4 I Preferences. om0 L s
*2 /2 *8 /B8 % T [ E & &8 & E v & Remote Connection.. | $ 4

Eroups Alias IP Acquisition finished: es1 Spectrometer Tools " " o

Browser Last50 Save installation specific files [nmr_save]

Spectrum | ProcPars | Act Restore installation specific files [nmr_restore]

F-) CABrukerialpha
-0 CABrukerts13pl6
F-2) CABrukerts20
#-) Chusersichjo

Sawe User specific files [user_save]

Restore user specific files [user_restore]

Save installation specific files [nmr_save]

Eestore installation specific files [nmr_restore]

Save User specific files [user_save]

Restaore user specific files [user_restore]

Acquisition information FidFlash | Lock | Sample |POWCHK | Spooler BSMS status message Time
0 134 !! running; 0 1214
no acquisition running imam )¢ queved: 0
Bl ¢E delavest 0 | AUtoshimv Lockedv Error | Jan 03




nmr_save/restore

¥ o
da

i Save installation files | Restore installation files| Save user files | Restore user files

EM NMR_Save

Save installation files [ Restore installation filesi Save user files | Restare user files

Save installation specific files.
Installation specific files are collected and stored into a tar file. This tar file can be used
to copy the files from a previous installation to a new installation or to create & backup

of the installation specific files.

Mote: To save User specific files use the "Save user files" tab.

Location of backup file: F:iBrukertopspin2. 1inmr_backup

Creemirite existing backup file; I

Installation to be saved (TopSpin home):  |FBrukertopsping 1

Spectrometer configuration (e.g. spect): | spect v
Display default information: @
Display additional information: (@]

Execute "Save installation specific files" periodically | Automatic Backup

Log:

< *

| save || Close |

Restore installation specific files.
Installation specific files are restored from a previous created backup tar file. This tar file
can be used to copy the files from a previous installation to a new installation or to

restore @ backup of the installation specific files,

Mote: Torestore user specific files use the "Restore user files" tab.

Location of backup file; FBrukertopspin2. 1inmr_backup

Marme of hackup file nmr_backup_20071012-1039 tar v
Restore destination (TopSpin home): FABrukertopspin2 1
Display default information: ®
Display additional information; O
Log;
.Y
b
< >

| Restore || ciose |

0
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nmr_save/restore

B NMR_Save

EM NMR_Save

i Save installation files | Restore installation files| Save user files | Restore user files

Save installation files [ Restore installation filesi Save user files | Restare user files

Save installation specific files. Restore installation specific files.
Installation specific files are collected and stored into a tar file. This tar file can be used

to copy the files from a previous installation to a new installation or to create a backup
of the installation specific files.

Installation specific files are restored fram & previous created backup tar file. This tar file
can be used to copy the files from a previous installation to 2 new installation ar to
restore @ backup of the installation specific files,

Mote: To save User specific files use the "Save user files" tab. Mote: Torestore user specific files use the "Restore user files" tab.

Laocation of backup file: F\Erukertopspin. 1snmr_backup I_Dcatiur/ AI | g | (@) ba | f| Ies I | ke \

Creemirite existing backup file; il Marme o

Installation to be saved (TopSpin hame):  |FBrukertopspin2 1 Restarg S peCtrO m ete r CO nfl g u ratlo n J
BT | 2200 e = license etc. will be

Flease enter the source directories for the wvarious types Y
Display additiol| o parameter files. Use 1 line per directary! The order of the directaries Saved/ Fe Sto red ;

define the priority for TopSpin when searching for a file.

NOTE: Changes will not become effective hefore TopSpin restart.

A _ , 8 also all default directories
ChBrukenalphaiexpistaminmnlists\ppiuiser

ChBrukeralphatexmstamnmilistsiop

P listed here, e.qg. ,pp' and

Log: \
,pp/user
ChBrukenalphatexpstanmnmelistscpduser
ChBru ker\alpha\e:{p\sta n\nmr\lists\cpd
CPD Programs =
ChBru ker\alpha\e:{p\sta mnmplistswavellser b
<

ChBrukenalphatexpstamnmilistswave ¥

| save || Close | | Restore || ciose |
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nmr_save/restore

£ NMR_Save (%] W £ NmR_save
‘Save installation files | Restore installation files | Save user files | Restore user files Save installation files | Restore installation files | Save user files | Restore user files
Save installation specific files. Restore installation specific files.
Installation specific files are collected and stored into & tar file. This tar file can be used Installation specific files are restored from a previous created backup tar file. This tar file
to copy the files from a previous installation to & new installation or to create a hackup can be used to copy the files fraom a previous installation to 2 new installation or to
of the installation specific files. restore a backup of the installation specific files,
Maote: To save user specific files use the "Save user files" tab. [ New periodical X
Joh
Command nrmrsave -date -path "FABrukentopspin2. 1nmr_backup® -source "FABruker
Location of backup file: FErukertopspin2. 1inmr_backup
Overwrite existing backup file: O Description Execute NMR_SAVE

Installation to be saved (TopSpin home):  |FABrukentopspin2. | Execution scope | TopSpin (requires authentication)

Spectrometer configuration (e.g. specty: | spect

Display default infarmation: @® Options
Display additional information: (@] B s
Execute "Save installation specific files" periodically | Automatic Backup Direct execution
Rules
Log:
Minute of the haur from: |3 v| to |- Ignore - v >
Current minute, hour and T - B
d ay are preseIeCted = Day of the month from: |4 ¥ tm |- lgnore - v
Slmply CI'Cklng OK W|” b | Month of the wear from; |* | o --- Ignore ---
d Efl ne a mo nth |y BE Day of the week from:|* v| to: — Ignore — E
nmr_save

| ok || cancel




nmr_save/restore o)

BRUKER
 Save installation files | Restore installation files| Save user files| Restore us dob
\ Command ‘.nmrsave -date -path "FBrukertopspin. 2-alphainmr_backup" -source "F:\E|
n m r_sa ve Description ‘E}:ecute NWFE_SAVE |
tar file o
can a ISO be d one e. g . to creatd | Execution scope  TopSpin (reguires authentication)
every two weeks Options
at 1 O am [] Off-schedule execution
on the 1stand on the acl Rules
1 5th Of every month . Minute of the hour fram: to: ‘-—- lgnore --- v| [ + ]
EJ‘IiHSFJlav default infu:matiun: T IGI) IR B el from L hd o ‘___ Ignore — v| [ : ]
Dlsplay additional information: O }Day of the month v‘ frarm: to: ‘___ |gr'||:|re S v| [ + ][ _ l

Execute "Save installation specific files" periodically [ Automatic Backup DM O LN /BT (@ e e e
B V| to: --- Ignore ---

W O the week fram:

Loy M Password request

Flease enter the NMRE administration
password:

| ok || cancer |
TT ; ™ a
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nmr_save periodically ol
E )

When expinstall is finished it is checked if an
automatic periodic job for nmr_save exists.

If not, this message pops up:

[’_! Cron check

An automatic perodical backup of your TopSpin configuration
can be defined in Top>pin. Currently wou do not use this tool,

FPress "Automatic Backup” to open the configuration tool.

[ 1 Do not show this message again
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nmr_save periodically

The name of the backup files
and time information, so that

will not overwrite previous files.

© File Edit View

eEack <> |

Co><)
BRUKER

contain now date
a periodic backup

-
Favorites Tools  Help i';r
4 /.. ) Search |~ Folders [iig]-
: Address |_." F:\Bruker\topspin2.1\nmr_backup V| Go

Folders
= I topspin2.1

ISy cara

I classes

I conf

) data

= db

I exp

=) GNU

IC5) guide
i) jmol

I jre

= jython

X Name
. @nmr_tlackup_zljlil?lIZIEIQ-EISEQ.tar
£ nmr_backup_20071012-1039.tar
@ nmr_backup_BRUKER-svcu_20070830-1130.tar
@ nmr_backup_BRUKER-svcu_20070830-1131.tar

140
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user_save/restore

¥
da

awe LUser file

Save installation files | Restore installation files

{| Restare user files

E™ NMR_Save

Save installation files | Restore installation files | Save userfiles|§ Restore USEFfilES§|

Save User specific files of user swou.
The user specific files of an installation are collected and stored into a tar file.
This tar file can be used to copy User specific files to a different computer or to

create a bhackup of user specific files of an installation.

Mote: To save installation specific files use the "Save installation files" tab.

Location of backup file: F:iBrukertopspin2. 1snmr_backup

Ovenirite existing backup file: ]
Display default information: ®
Display additional information: O

Execute "Save user files" periodically l Automatic Backup

Log:
Ea
b
¢ >
| save || Close |

Restare user specific files of user swll.
User specific files are restored from a previous created backup tar file.
This can be used to copy user specific files from a different computer to the

local installation or to restore a backup of user specific files,

Mote: To restore installation specific files use the "Restore installation files" tab.

Location of backup file: F:\Brukertopspin2. 1wnmr_backup

nmr_backup BRUKER-svcu_200708...
FABrukertopspin2 1

Mame of hackup file

Restare destination (TopSpin home):

Display default infarmation: ®
Cisplay additional information:; I
Lag:
L
b
¢ >
| Restore || close |

0 .
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user_save/restore

™)
BRUKER
L)

Save installation files| Restore installation files | Save user filesi Restore user files Save installation files | Restare installation files | Save user files|; Restare user files;

= Only user_speCIfIC flles In\ Restore user specific files of user svou.
« the directories listed here TR A0 5 (T S04 50 8 Ao i
cr Wl | | be Saved/reStO red . local installation or to restore a backup of user specific files.
. . Note: Ta restore installation specific files use the "Restare installation files" tab.
The default directories e.g.
,pp' and ,pp/user are not s
Sto red W ith th e u Se r_sa ve Please enter the source directories for the various types v

o of parameter files. Use 1 ling per directory! The order of the directories

1 define the priority for TopSpin when searching for a file.
Dis b Ut W I th n m r_sa ve MNOTE: Changes will not become effective before TopSpin restart.

L

T YBTORET A A ER S T TS TS e —
Execute "Save user files" perindically l Altomatic Backup I i e T e e

Pulse Programs = Chusersichiovap

Log: s .

~ e ETORET T AN e Ry s st e

CFD F'rngrams =
The directory:

<USER_home>/.topspin-<PC_NAME> 2

with all user-specific TopSpin configurations [Restore [ giose ]
is also stored with user_save Bruker BioSpin




user_save/restore

B NMR_Save

Save |

| take care about a backup

-]  of his own user-specific
N files defined here.

user_save must be
executed by each user
DI himself!

Displa

Execute "Save user files" periodically l Automatic Backup l

Log:
Ea
b
¢ >
| save || Close |

Note that each user has to

E™ NMR_Save

save installation files | Restare installation files | Save user files | Restore user files.
Restare user specific files of user swll.
User specific files are restored from a previous created backup tar file.
This can be used to copy user specific files fraom a different computer to the

local installation or to restore a backup of user specific files,

Mote: To restore installation specific files use the "Restore installation files" tab.

Please enter the source directories for the various types hd
of parameter files. Use 1 ling per directory! The order of the directories

define the priority far TopSpin when searching far a file.

MNOTE: Changes will not become effective before TopSpin restart.

o~
e BTIRE T aIp e RS T T St Sy pser—
Pulse Programs = Chusersichiovap
.Y
T ETORETEiTTE RSt s ts et
CPD Programs =
aBrokerata Rt S t S e e e
T ETORETEiThE R g s taT s ts e ave——
Shape Files =
W
< >
| Restore || close |
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[ Massword request [ Password request @
n m r S a ve Please ENg bl Please enter the NMR administration
— password: password:
B NMR_Save B NMR_Save 3
Save installation files | Restare installation files | Save us Save installation files|: Restore installation files Save U3
i -

Save installation specific files. Restore installation specific files.
Installation specific files are collected and stored into a tar file. This tar file can be used Installation specific files are restored from a previous created backup tar file. This tar file
to copy the files from & previous installation to a new installation or to create a backup can be used to copy the files from a previous installation to a new installation or to

of the installation specific files. restare a backup of the installation specific files.

Mote: To save user specific files use the "Save user files" tab. Mote: To restore user specific files use the "Restare user files" tab.
Location of backup file: FBrukeritopspin2. 1nmr_backup
Orwerwrite existing backup file: il

Installation to be saved (TopSpin home): | FABrukertopspin. |

Spectrometer configuration (e.Q. spect): spect v Location of backup file: FABrukentopspin2. 1wnmr_backup
Display default information: ® MName of backup file nme_backup 20071012-0727 tar b
Display additional information: ¥ Restore destination (TopSpin home): F\Brukentopspin2.1
Display default information: ®
Execute "Save installation specific files” periodically [ Automatic Backup Display additional infarmation: o
Log:
Log: .
s
E
Backing up of NMR data was successfull
The tar-file
FiaBrukeritopspin2 1vnmr_backup/nmr_backup 20071012-0727 tar
has been generated! All data have successfully been restored!
W b
< > < »

[ Save H Close | Restore H Close ]




user_save

P NMR_Save 3

Save installation files | Restore installation files | Save user files | Restare user files

L L‘; “assword reguest
Save user specific files of User swou.

F'Iease
The user specific files of an installation are collected anf P35O

This tar file can be used to copy User specific files to a
create a backup of user specific files of an installation.

Mote: To save installation specific files use the "Save ing

Location of backup file: FABrukeritopspin2. 1wnmr_backup

Ovenurite existing hackup file: ]
Display default information: ®
Display additional information: i

Execute "Save user files" periodically | Automatic Backup

Log:

o~
Backing up of NMR data was successfull
The tar-file
FABrukertopspin2. 1vnmr_backup/nmr_backup BRUKER-swou 20071012-0728 tar
has been generated!

W

< *

[ Save l| Close

P NMR_Save 3

Save installation files | Restore installation files | Save user files| Restore user files

e [ Dassword request
Festore user specific files of USer swiu.

F'Iease
User specific files are restored from a previous createg| PassWore:

This can be used to copy user specific files from a diffg
local installation or to restore a backup of user specific

Mote: To restore installation specific files Use the "Rest

Location of backup file: FABrukentopspin2. 1wnmr_backup

nme_backup BRUKER-svcu_ 200710, »
F\Brukentopspin2.1

Marme of backup file

Restore destination (TopZpin home):

Display default information: ®
Display additional information: P
Log:
s
All data have successfully been restored!
W

< *

Restore l| Close




| General Information

| Acquisition features

Acquisition archiving

| —

Structure Verification

| —

NMr_Save

| —

TopSpin GUI

| —

ﬁ

| AU / Python programs

: il ICON-NMR

| cortab & cf

[l Acquisition Setup

[l Command queue news

[l Source directories

Peak picking/integration

[l useful tools

[l TopSpin Plot Editor




Peak picking 1D

TopSpin < 2.1
TopSpin stores peaks as text file

TopSpin 2.1
TopSpin stores peaks as XML file
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Peak picking 1D

TopSpin 2.1 stores peaks in the XML file
peaklist.xml

- New features are possible (see following)

- but if AU/third party programs are used
to parse the old file (peak.txt) a conversion
has to be done

- for this the command convertpeaklist txt
Is implemented

0 148 Bruker BioSpin
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Peak picking 1D o)

[M Bruker TopSpin on merlin as svcu
File Edit View Spectrometer Processing Analysis Options Window Help
DaMeg & B @ 2dsd A A L T i S b & 8 e

*2 28 M s T E @G QE w SGH e > F L

Lasts0 Groups Alias : examid_1H 1 1 EiBrukeritopspin2.i-alpha guest
Browser ‘
#12) CONMR data

- F\Brukentopspin 3plg
-3 FABrukertopspin2.0

SDECtrum‘F‘rDcPars AcquPars | Title| PulseProg | Peaks| Integrals | Sample | Structure | Fid

Fle Edit View Favorites Tools Help

) =P | lj; /:\’ Search || = Folders v
! Address ‘E’I F:\Bruker\topspin2.1-alpha\data\guest\nmr\examid_1H\1\pdata\1

Type Date Modified
File and Folder Tasks EI i File 30.12.2006 07:55
@:ﬂ Rename this fle f File 30.12.2006 07:55
- Text Document 30.12.2006 07:55
G Move this fle =) File 30.12.2006 07:56
D Copy this file E L Text Document 30.12.2006 07:56
@ Publish this file to the Web =] | XML Document 30.12.2006 07:56
3 E-mail this file File 30.12.2006 07:56
¥ Delete this file File 30.12.2006 D7:56
File 30.12.2006 D7:56
File 30.12.2006 07:56
Other Places File 16.03.2004 09:43

) pdata

=} My Documents
& My Computer
\a My Metwork Places

| S
v

Details

0 .




Peak picking 1D

File Edt Format WView Help

DU=F: /Bruker /topspin2.1l-alpha, USER=quest, NaME=examld_1H, EXFNO=1, PROCNO=1

Fl=5%. 880ppm, FZ2=5.78lppm, MI=Ll.l2cm, MAXI=2.1l7cm,
# ADDRESS FREQUENCY
[Hz] [PPM]
1 14138.1 7 5.8234
2 14179.3 7 5.B8083

PC=1.000
INTENSITY

1.56
1.59

DU=F: /Bruker /topspin2.1l-alpha, USER=merlin, NAME=examld_1H, EXPNO=1, PROCHO=1

Manually picked peaks

# ADDRESS FREQUENCY

[Hz] [FPM]
3 10177, 7 7.2759
4 10615.6 7 7.1151

L= : |

convertpeaklist txt

INTENSITY

7.04
0.01

®ii Rename this file

$ Move this file

Copy this file

@ Publish this file to the Web
() E-mail this file

iz Print this file

¥ Delete this file

bl

Other Places

I pdata

@ My Documents
i My Computer
\j My Metwork Places

(1)

150 convertpeaklist txt

<

Details

= 1r

[£] auditp.bxt
outd

[£] parm.ixt
peaklist.xml
peakrng
peaks
proc
procs
title

5

BRUKER
-
-
|| Sample” Structure || Fid|
.0
<
=
T
= a sl |
ers [T~
st\nmriexamid_1H\1\pdata\1 “ Go
Size Type Date Modified
128 KB File 30.12.2006 07:55
128 KB File 30.12.2006 07:55
1 KB Text Document 30.12.2006 07:55
1 KB File 30.12.2006 07:56
2 KB Text Document 30.12.2006 07:56
1 KB XML Document 30.12.2006 07:56
1 KB File 30.12.2006 07:56
3 KB File 30.12.2006 07:56
2 KB File 30.12.2006 07:56
2 KB File 30.12.2006 07:56
1 KB File 16.03.2004 09:43
1 KB Text Document 30.12.2006 08:17

Mext page >



Peak picking 1D

»

File Edit Format WView Help

DU=F : /Bruker /topspin2.1l-2
Fl=5%. 880ppm, F2=5.781lppm,

Pe-quest, NaME=examld_1H, EXPNO=1,

MAXI=2.17cm, PC=1.000

# ADDRESS NCY INTENSITY
[Hz] [PPM]

1 14138.1 7 3. 8234 1.56

2 14179.3 7 5.8083 1.59

DU=F: /Bruker /topspin2.1l-alpha, USER=merlin, NaME=examld_1H, EXFNO=1,
Manually picked peaks
# ADDRESS FREQUENCY INTENSITY
[Hz] [PPM]

3 10177.1 2 7.2759 el
4 10615.6 7 7.1151

®ii Rename this file

j Move this file

[ Copy this file

@ Publish this file to the Web
¢3) E-mail this file
g Print this file
¥ Delete this file

Other Places

I pdata

h:'l My Documents
:,g My Computer
\-J My Network Places

Details

0 ..

Note:
Because peak.txt
is created manually
it could be outdated!
—>
Whenever TopSpin
modify the peaklist
it will move the
textfile peak.txt
to peak.txt.bak




Peak picking 1D o)
B%R

What about datasets/peak lists created with
TopSpin < 2.17

When these datasets are opened with TopSpin 2.1
the file peak.txt is automatically converted in:
peaklist.xml

and the original file peak.txt is renamed into
peak.txt.bak

0 152 Bruker BioSpin
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Peak picking 1D o)
BZ%R

Please note that if you have user-specific AU
programs with peak picking AND if the peak file
is used for any further procedures you have to
modify your setup.

For more details check the
Release Letter of TopSpin 2.1.
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Peak picking 1D o)
BZ%R

Because of the new format
peaklist created with TopSpin 2.1
can not be displayed with
XWIN-NMR / TopSpin < 2.1.
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Peak picking 1D

File Edit View Spectrometer Processing Analysis Options Window Help
DaMeg & B @ 2dsd A A L T i S b & 8 e
2 2* /8 %+ T MEEGCOE BL o4 F 3L

Lasts0 Groups Alias : examid_1H 1 1 EiBrukeritopspin2.i-alpha guest

Browser ‘

SDECtrum‘F‘rDcPars AcguPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid

#-100 CINMR data =
- FiBrukertopspint 3pis| 2, -
-3 FABrukertopspin2.0 < ] @ o Ne
- __ [ P 00
S A
- -.-Q.——ﬂ- 1["
- AL
o _‘ ,\&\ . ._.__Lz‘;_‘

S
W
-4
o
o
o
&
o

0




Peak picking 1D: annotations

File Edit View Spectrometer Processing Analysis Options Window Help
DaMeg & B @ 2dsd A A L T i S b & 8 e
2 2* /8 %+ T MEEGCOE BL o4 F 3L

Lasts0 Groups | Alias : examid_1H 1 1 EiBrukeritopspin2.i-alpha guest
Broweser ‘

SDECtrum‘F‘rDcPars AcgquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure

Fi

o

6

4

2

0

#12) CONMR data =
- FiBrukertopspind 3pis| il 2
-3 FABrukertopspin2.0 - _ o EE
- I I T
. T
- p__,,_ T
A
o \r>\ '*"“L(

3

0




Peak picking 1D: absolute values

B = opSp 0 = 3 ) [ X
File Edit Yiew Spectrometer Processing Analysis Options Window Help
DaDP & BB 2d3dA4 ANL TENDYUELE» a8 w7 D
2 2% 6+ FWEEGECE - GE o+ AT oL
Browser | Lasts0 | Groups | Alias : [P svcutest2 1 1 “C:NMRdata” guest mit leerzeichen
E-0 wserverthome 2 Spectrum || ProcPars | AcguPars | Title | PulseProg | PEaks | Integrals | Sample | Structure | Fid | Acqu
=0 C\NMR data
#-3 cd VIF 1) [pprm] i 5 g £=] Annotation
£33 guest A
= guest mit leerzeichen 2 34706 36196.65 0.03
B3 2-28-11-manuela
By 3 34563 4316121 0.04
) ACOS3T.TH 4 34360 70267.98 0.07
) ACOBA0.1H 5 3.4221 76298.28 0.07
g AK_Huttner-23vsknot é 34019 44391 56 0.04
Copy of exam1d
P T P 7 3.3878 42084 52 0.04
) DecO?-2004 a 22075 45838.90 0.04
) Feh03-2005-guest a9 2.1916 £1833.86 0.06
D T1-data-spect 10 2.1693 5008257 0.05
1" 20022 59365.59 0.06
12 1.9624 6464204 0.06
13 1.7017 £2025.32 0.06
Frdeanigh 14 1.6545 12756061 0.12
) decon-low
15 1.6127 72593.04 007
16 1.6029 72116.19 0.07
17 14327 11625638 011
18 1.1668 36323.79 0.03
19 1.1273 73169.87 007
20 1.0942 58302.92 0.06
21 1.0488 3854125 0.04
. 22 1.0268 G2278.79 0.06
I gramicid-noesy
[ hardy 23 1.0170 B1787.62 0.08
[ heinecke 24 1.0070 76020.12 0.07
D mixed data 25 0.9886 134484 58 0.13
- 26 0.9530 520243 52 0.50
( ) a7 naAdde E7T10172 24 neA b
< >
Time
157 0845

Apr 12




Peak picking 1D: print preview available

rint

Processing Analysis Options Window Help
AL T hp A B e
May 2, 2007 (2:2%:09 PM) xamld IH 1 1 F:\Bruker\TopBpin ... Pags 1/1

Peak  wiF1l [ppm]  Inkensity [abs]  Imkensity [rel]  Bonekation a @ L8] @- - & = - A F T 4 gbntr

15.6222 129056472 1.zl

12,5271 wiF 1) [ppm]

4 . . 3
[_! Print preview Show spectrum
: 4 Expand spectrum »
Print: Close [100% 4
5 Delete
5 Edit annotation
5 Remove »
°  Define as reference »
5]
6
May Z, 2007 (£:22:09 PM) ewamld 1H 1 1 F:%ErukechTopSpin ... Fage /1y Shift peaks...
3  Show detailed information...
Paak w[F1] [ppml] Intensity [abs] Intensity [ral] Ionatation 0
4 Copy
1 15._ 6222 129055472 1.z1
z 15. 5128 122957459 125 4 Export...
2 152899 1444526 52 127 & Import...
4 152754 148520747 140 6 Print
5 1a.9914a 1501602 22 1.41 &
& 14.9759 1551324.41 1.47 ¥ Print preview...
7 la.5271 1524911 3% 1.34 7 Table properties...
g 145098 1566904 &2 1.43
I = s ~'408130.44 11.94
22 10.4300 1338225219 1265
23 10.3262 12676161.09 12.03
24 10.2883 12762428 41 1235
May 2, 2007 (2:24:08 PM) examld IH 1 1 TF:\Brukex\TopSpin ... Fage 2/2 a5 10,2002 13736860 97 12.92
Peak w(E1) [ppm] TIntansity [abs] Intensity [rel]  REnnotation 95 9 9594 13256557 75 12 46
A rrrr CEEIT R 27 5.6355 1265973.50 118
as F.51a5 F9T2129.72 F.4Z
a9 F.501%5 1593271021 15.00 28 9621? 1?41186?5 1 64
50 F.358% 12781497506 lz.9% _— — e s . mm v
£l F.4778 EFIELIO.EE E.5Z < >
£z F. 4086 EXEBETI.EL £.07
52 §.3988 G191796.59 T.71
54 53960 s249641. 12 7.75 I next page
55 &_35654 B536555_72 &_14 v
56 & 3286 B2EEITE_E1 &_02 v




L! Print preview

rint

- L]
Processing Analysis Options Window Help
+ 1 |
RSN A ol IR L Tl M |
May 2, 2007 (2:2%:09 PM) xamld IH 1 1 F:\Bruker\TopBpin ... Pags 1/1 \
Peak wi(F1l [ppm] Intensity [abs] Intensity [rel] Rrmetation 9\ @ Lgl @ - + A nd H- -H T 3 i gbn
1 15.6322 lz3osa4.72 1.zl ‘ Exan’]"d 1H 1 1 F:'|Bru prl G |
z 15.5128 1229574 59 1.25 ’ =
z 153599 144352553 127
4 15.3754 148520747 1-40 SpEPT"""’] o Structure | Fid
5 14.3914 1501603 22 1.491 i
& 14.3759 155122a.491 1.47 '
7 14.5271 1523911, 3% 1.494
& 14.509% LSEEI0L. 62 1.49 .
9 14.51a%5 FEEZZ9ZY.VZ & —

ctrum

[ Print preview g '
: r—y i ectrum »
-~ Printi Cln

[ .

[

ine as reference 4

May 2, 2007 [2:22:09 PM] examl Shift peaks...

8  Show detailed information... £

Paak w[F1] [ppml] Intensity Ionatation

‘0
4 Copy
1 15 6222 1230554, 1.z1
z 15. 5128 122957459 125 4 Export...
] 15_2399 1444536 52 127 & Impot...
4 15_2754 148520747 1_4n0 5 Print
5 14_991a 1501602 22 1.41 g
& 14.9759 1551324.41 1.47 ¥ Print preview...
7 135271 1524911328 1l.a3 7 Table properties...
8 14_5095 1566904 B2 143
I - oo 508190 44 11.94
22 10.4300 1338225219 1265
23 10.3262 12676161.09 12.03
24 10.2883 12762428 41 12.35
May 2, 2007 (2:24:08 PM) examld IH 1 1 TF:\Brukex\TopSpin ... Fage 2/2 a5 10,2002 13736860 97 12.92
Feak w(E1) [ppm] TIntansity [abs] Intensity [rel] Armotation 726 9 9394 13955537 78 12 46
A rrrr CEEIT R 27 5.6355 1265973.50 118
as F.51a5 F9T2129.72 F.4Z
a9 F.501%5 1593271021 15.00 28 9621? 1?41186?5 1 64
50 F.358% 12781497506 lz.9% v
£l F.4778 EFIELIO.EE E.5Z ( — ———— = — > -
114 5. 4056 EIEBETI 51 £.07 T
52 §.3988 G191796.59 T.71
54 §.3960 G249641.12 T.75
55 &_35654 B536555_72 &_14
56 & 3286 B2EEITE_E1 &_02 v




Peak picking 1D: transfer annotations o)

BRUKER
e
Ef Bruker TopSpin on merlin as sveu FEX
File Edit View Spectrometer Processing Analysis Options Window Help
0@ & BB 2dsd 4 A L Il N hp & B s o KN
2pRr*%/ s+ EIEAARRAAQEA o GE - o > 4T 2 4 gontr
Browser | | gsts0 Groups | Alias : examid_1H 1 1 FE'‘BrukeriTopSpin guest = _g|

-2 hservenhome
-3 CANMR dlata
#-2 FABrukenTopspin

# (2 FABrukeritopspin1 3pi6 1 15.6322 1290584.72 121 HI
-0 F\Brukentopspint. 3pla 2 15.6128 132957459 125 H2
= = S el 3 153859 1444536 53 137  hello world

I IR

how spectrum

] 141
G Expand spectrum 4 147 H12
7 Delete 1.44
EM Annotate by reference g S . 149
9 g.00

Remove »
Define as reference »

Annotations will he matched against

examid_1H 1 1 FBrukenTopSpin guest Shift peaks...

Show detailed information...

Allow variations of (IR ppm Copy

Cwverwrite existing annotations ] :Expo:...
mport...

Print...
Print preview...

| ok || cancel

Table properties...

0 .

pp: finished



Auto-resize all columns

B 2 opSpin o B d L]
File Edit View Processing Analysis Options Window Help

DadeE & BB 2d3dA 4 A 4 I N bp B o
2268 ¢+ T PEEACQE o QEN o 2 4 F 3 4

EirDWSE!r|I_ast50 Groups | Alias

#-3) wserverihome
-0 CANMR data

Spectrum || ProcPars | AcquPars | Title | PulseProg Peaks||ﬂtEQral5|Sample Structure | Fid

--{a E |M|W
=00 FA\BrukenTopSpin #-Integral 1 i |
=3 guest
02 1024-procnos Integral 2 « Integral [abs] 1421
&3 c01d200 fid ntegral 3 v Integral [rel] 0136
&) exam1d_13C *-Integral 4 v Peaks 0419
=+ examid_1H
=0 [ Range (F1) from
#0232 - zgig
T Range (F1) to
B3 11-1g v v{F1) [ppm]
B33 99 - 7o . bl

Auto-resize all columns

#) exam2d_CH
-2 exam2d_HC
H2) exam2d_HH
H-3) exam2d

+-2) exam3d
E
=
=
E

-3 exam_DNMR_MeZNCOMe
+3) exam_DMNMR_ipr2sic
3 svel

+-) testit

L) Tttty

d-3) FiBrukertopspint 3plé

H-3) FABrukertopspint 3pls

H-2) FABrukertopspin2. 2-alpha

H-3) FANMR data

[y W e OO rm IO

0 .




More table properties

£3 abie prope

‘Columny Colours m -

nalysis Options Window Help
Aot T E N hp A B

Integral [abs]
e - & = 4 F T 4
Integral [rel] 2 & 2
Peaks Slble properts sl ' ____ =
] Range (F1)fro C'3'|Um”_c':'|':'ur5 spacings hcPars | AcguPars | Title | PulseProg F'eaks‘ Integrals |Samp|e Structure | Fid
O Range (F1)to teq . Wlml J
w(F 1) [ppm] ¥ Table header 4304508
L] Intensity [abs] Column header foregra B Table properties 3]  Integral [abs]
Calumn| Calours f Spacings C vIntegral [rel]
Column header backgrl G
v Peaks
Column propertiqg Renderer
» Common Range (F1) from
Column width Additianal row height (pixels) 25 Range (F1) to
» Evenrootnode L _ .
Additianal row width (pixels) i v y(F1) [ppm]
P Evenroot hode (se Intensity [abs]
Printer
P Unvenroot node Additional row width [(pixels) 205 m
[ * Uneven root node | | Fow spacing (lines) 125 5
Header spacing (lines) ol
[ Column header spacing (lines) 28
-
(o<
[j N | ALTHRCT l.LI_I}..I;"_IIII . 'GIII_IIIGI
&+ F\NMR data ’ Restare defaults ]
o . Doextoage >
| ox || cancer || appy |




An example for different table colours

structure | Fid

Half width [Hz]

1.1004
0.3668
2.9676
1.2838
31178
3.4846
3.3012
3.1178
31178
2.9344
27310
2.9344
27510
3.8514
3.6680
3.8514
3.3012
27510
25676
J.6680

alaralulal

File Edit View Spectrometer Processing Analysis Options Window Help
D@D & BB ad3d A 4 5L T oo N hp b d B o ?
228 ¢ I WMEAGQER-GE e+ F L
Browser | Lasta0 | Groups | Alias : exam1d_1H 11 1 FBrukenTop5pin guest
#+0 Weerverihome - Spectrum | ProcPars | AcquPars | Title PulseF'ng| PEEKS‘Integrals Sample
#-3) CANMR data
-3 F\Bruken T opSpin v Type viF1) [ppm] || Intensity
=+ guest &3 Manual 4 GE34ED
=0 exam1d_13C 34 Manual 4. 1501E0 017
b] | - 700030 35 Manual 3.4208E0 0.03
g ; :Jgg?jfmﬁ 36 Manual 2.3963E0 1.14
B4 - deptds 37 Manual 2 2572E0 0.63
) 5 - deptan 38 Manual 1.2378E0 6.62
@3 6 - zgig30 1 Automatic 8.9921E0 122
-0 11 - 7gpga0 2 Automatic 5.3727ED 1.25
=10 exam1d_1H 3 Automatic 8.1498E0 1.8
=0 1-2030 4 Automatic 5.1353E0 1.41
E-03 3 - Zgig .
02 4 - 70ig §  Automatic 7.7514E0 142
B0 11 - 7g 6  Automatic 7.7359E0 147
-2 exam2d 7 Automatic 7.5870E0 145
(3 exam2d_CH 8 Automatic 7.5697EQ 143
- exam2d_HC 9 Automatic 7 2745E0 802
-2 exam2d_HH 10 Automatic 5.9798E0 077
=L exam3d 11 Automatic 5 9652ED 0.83
-2 exam_DMMR_Me2NCC : :
& 3 exam_DNMR_ipr2sic 12 Automatic 5.9582E0 0.78
#53 svEl 13 Automatic 5.8234E0 156
-3 vritrnty 14 Automatic 5.8083E0 159
- FriBrukertopspin1.3pl6 15 Automatic 5.7119ED 0.79
-7 FARrkeAtOnsnin? N 4 PP T, = wnaacn nona
S | <

Annotation

163

Save complete.




Scientific notation

Table properties

Column | Caolours | Spacings

Peak
Region

Type

Index (F1]
W(F 1) [ppm]
w(F1) [HZ]
Intensity [abs]
Intensity [rel]

O & O E

]

[ *

Column properties

Column width

131

4

Fraction digits

Scientific notation

cancel || apply |

| >

0 .

(]

S ————
05 - deptan

®2 6 - zgiga0

w03 11 - zgpgs0

#0399 - zgpg30

243 examid_1H

{3 exam2d_CH

H3) exam2d HC

21.1484
394959
31.6216
15.6931
11.7985
18.21584
42,2502

Analysis Options Window Help
4 A M LT
fLE B G « o 5 o F T 3

Intensity [abs]
1068523000.00
1015885865 .00
8993552032.00
8980757120.00
1035075665 .00
1418837464 .00
994824408 .00

obp LR

& |ntensity [rel]

lﬂj

15.43
15.70
18.00
18.65
2010
21.352

Annotation

Automatic
Altomatic
Altomatic
Altomatic
Automatic
Automatic
Automatic
Automatic
Automatic
Automatic
AUtomatic

1.02E9
89.94E85
89.81E5
1.04E9
1.42E9
8.93E8
1.72E9
1.92E9
1.97E9
2.04E9

& |ntensity [rel]

153.43
13.70
15.00
15.65
20.10
21.32
24 .53
2724
27.584
28.80




Integration of peak shoulders Co)

Integration offers easy access to deconvolution

[f Bruker TopSpin on merlin as svcu

File Edit View Processing Analysis Options Window Help
DadE & BB 2ds3di 4 A L Id|~ ke AR B )2
/2% 8+ ZMERQQAE 0 QETe o H F T oL ghntr
Browser | Lasts0 Groups | Alias : nexam1d_1H 1 1 E:BrukerTopSpin guest

-3 serverihome Tl d FwlaB|is 4 2|2 & =g I | *2 2 3% =%=4F ¢t H |

#-3 C\NMR data
-2 FBruker TopSpin
-3 F\Brukertopspin1.3pl6

House =g
3.7872 Y

[rel]

nsitivity: 1.0
pm / 1394.0811 Hz

- F:\Brukeritopspin1.3plg
-3 F\Brukeritopspin2.0 .
-3 F\Brukertopspin2.2-alpha

Select / Deselect

Calibrate Current Integral

Normalize Sum Of Integrals

Use Lastscale For Calibration

Ch Deconvolve & Display Integrals

Delete Current Integral Change Peak Picking Parameters For Deconvolution
i Edit Peak List & Deconvolve

Show Deconvolution Fit

1
0.8785

3.75 370 365
0O




Integration of peak shoulders

Deconvolute_d_ peaks are displayed

0

File Edit View Processing Analysis Options Window Help
DabDge & BB adsd A 4 4 T~ bkp b B a2 .2
202+ 8+ ZPMEARAAE 0 GEN o 2« 4 F ¢ L ghtr

BFDWSEF|LastSD Groups || Alias

-2 Mserverihome
2 CNMR data —
@Fj\Bruker\TgpSpin E JMouse Sensitiwicy: 1.0
[ F3Brukertopspin1.3plé = J3-8091 pen s 1301.016 Hz
[ FiBrukentopspin 3plg
2 FiBrukertopspin2.0 1
-3 F\Brukeritopspin2. 2-alpha |
]
L=
o]
L=
pri
<
g
-1 (7]
o
P
- -
375 370 365 [ppm]
I next page




Integration of peak shoulders

Shapes of t

0 .

*2 42 * 8 =

BFDWSEF|LastSD Groups || Alias

-3 hserverinome

#-3 C\NMR data

-2 FBruker TopSpin

[#-3) FABrukeritopspin1.3pl6
- F:\Brukeritopspin1.3plg
-3 F\Brukeritopspin2.0

-3 F\Brukeritopspin2. 2-alpha

File Edit View Processmg Analysis Options Window Help
Da D &R 2dd & & L T N b LS B o2
IME &R QE e REN o 0 H F oL ghntr

Bdcun: examid_1H 1 1 F:BrukeriTopSpin guest

H{ Deconvalulion result

|4 iinas shapes and their sum

ne peaks can be displayed

360 [ppm]

l next page




Integration of peak shoulders

Peak list contains also deconvoluted peaks

b = op5p 0 = A L]
File Edit View Processing Analysis Options Window Help
DadE & BB 2ds3di 4 A L Id|~ ke AR B )2 .2

202+ 8+ ZPMEARAAE 0 GEN o 2« 4 F ¢ L ghtr

BFDWSEF|LastSD Groups || Alias

#-3) Wserverhome

£ CWNMR: data

2 FiBrukenTopSpin
[ F3Brukentopspin1.3pl6 4 Deconvolution 36910 161157 56 005
[ FiBrukentopspin 3plg g

= Deconvaolution 3.7050 267459225 0.21
F\Brukentopspin2.0
1 Deconvolution 3.7400 208758.09 0.24
-3 FABrukentopspin2 . 2-alpha
2 Deconvelution 3.7230 343990.19 0.38

< | >
o 168 I[next page




Integration of peak shoulders

™)
BRUKER
L

Integration list contains also intensities of decon.

peaks

0 169

File Edit View Processing Analysis Options Window Help
DalD® & BR2dad 4 4L Il b th R 8 e
2 42" 8 3 EMEEGQE o QE o > N F T oL bt

Browser | Last30 | Groups | Alias

%
e
£
B
s

B

F

-2 Wserverhome

= CNMR data
I FABrukenTopSpin
I FABrukentopspint 3pl6
-+ FABrukeritopspint .3pl8
-1 FBrukertopspin2.0
-0 FABrukeritopspin2. 2-alpha

nexam1d_1H 1 1 E:BrukerTopSpin guest

Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid

Integral [abs] Integral [rel]

EOE




Behaviour of integration submenu

s Options Window Help
AR VAL P TP W 2 &
G ML - o o - T T L ghntr

sven_int 103 1 "C)NMR data®™ test now

T FoulaH b6 #2858 =|ac 1|+ 2 2=+ F &6 |

—
g @ |Mouse Sensitivicy: 1.0
T
&=

DEFINE FEEGION HMODE
imas Tirae nai

~

NO

integrals exist =»creating integrals is
enabled when entering

alysis Options Window Help
AL T s by BB 2
D2 E v &l - & o - 4 F 3 L gbntr

: nexam1d_1H 1 1 EBrukenTopSpin guest

now-¢ | Tl d FwlaBH i £ # 28 = g I1x/*2 02 2 =x=/2 F & H ,

- E

fuest —

REWL: E Mouse Sensitivity: 1.0
=

1 gues 3.6356 ppm / 1818.2838 H=z

hhhhh

integrals exist =» creating integrals is
0 .. disabled when entering




nD peak lists

nD peak lists can be displayed
in TopSpin.
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Automatic peak picking 2D/3D

TopSpin < 2.1

TopSpin picks as many peaks
as defined in PPMPNUM

TopSpin 2.1

TopSpin picks all peaks
- the most intensive ones will be displayed
- as many as defined in PPMPNUM

0 172 Bruker BioSpin
e



exam2d_HH 5 1 “C:NMR data™ tojd

EEX

Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid
O
E
o
&
F @
g, i
=]
" ]
L
. L
=
a
LI I L
P
o L
ﬂ [ ]
- w
' '
é : - - @ 1 L
a ]
" # a 1 a —
’ [} o -
R . L
10 B
L}
7 Eﬁsiq -
[} T T | T T | T |
4 2 F2 [ppm]

(1)

173

o &
+

1 B

rocPars | AcgquPars

F2 [ppm]

Pealk picking complete. # Peaks found = 10




| General Information

| Acquisition features

[| Acquisition archiving

[ Structure Verification

[l NMr_Save

TopSpin GUI

[l AU / Python programs

i dl ICON-NMR

| cortab & cf

| —

Acquisition Setup

| Command queue news

ﬁ

Source directories

| —

| —

Peak picking/integration

useful tools

| —

TopSpin Plot Editor

| —




New design of the TopSpin start window Ko el
(>
Data service is up.
The Next Generation in NMR Software
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New feature: Toggle Window decoration

[ Bruker TopSpin on merlin as svcu

File Edit View Specirometer Processing Analysis Options Window Help
Dade & BB adsd A 4 W 5 i~ hp & B

22w m s TOMEAEEAQE 0 R o e HTF L

BI’DWSEI’ LaStﬁD GI’DUDS A“as ‘ S::‘i’“ PracPars MoquPars The PubePrag Pagts Imagrats Sampk Hruclurg Fid
# 3 Yserverinome g | examid_1H 1 1 F:BrukerTopSpin guest
-2 CANMR data ]
I FABrukenT opSpin |
I FABrukertopspint 3pla <
#-0 F\Brukeritopspin . 3plg -
-3 FiBrukeritopspin2 0 7
-3 FABrukertopsping . 2-alpha 7
o
e
-
w -
- ]
o -
o it
T | T T T | T T T | T T T | T T T T T T |

|
10 8 6 4 2 0
o 176 I[next page >




Even in Full screen mode available

Bruker TopSpin on merlin as s

I
3|
5
¢
i

-
o
. ‘ T T T I . T T I T T . ‘ T T T I T . T I T
10 8 6 4 2 0 [ppm]
17 "




Zoom behaviour with multiple windows

B(I;Iaggﬂ
in TopSpin 2.1 (>

D3P e a L]

File Edit View Processing Analysis Options Window Help

S BB 2dd 4 AL T &N bp B o A
Dress Ctrl 8+ ZME NG AE o« G e o+ 4 F 4
sts0 | Groups | Alias : BrukeriTo = =] BrukeriTa est [_ |[O0]
(ey a n L serverhome || Spectrum |F'rcu:F'ars AcguPars | Title | PulsePrag (, (| Spectrum |F'r|:|c:F'ars AcguPars | Title | PulsePrag [, |
5 CHNMR data §
. DF i e
(e e p I t 0 FABrukenTopspin e =3
=3 guest 23 3
- 1024-procnos g3 0 3
3 resse - c01d200 fid g ]
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EED 3 - dept135 = ” o 7
1l + S o z
a O p e n &3 5 - deptso
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e

10 [rel]
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Zoom behaviour with multiple windows
TopSpin 2.1 — new command .sync

File Edit View Processing Analysis Options Window Help

Dad® & mB 2dad4 4 w4 Tk b &\ 2 EE
tnmtom;Immmﬂﬂfam.@i-‘_ﬂ_’h_ﬂ$ti

FO rg Ot to p re SS Ct rI ? : examid_13C 1 1 F:iBrukerTopSpin guest [Z|[8][X]

SDECtrum|F‘rucPars AcquPars | Title | PulseProg [+ ] SDECtrum|PrncPars AcguPars | Title | PulseProc N

No problem!

the command -]
.SyNc “ L?i
transfers the T e I M

zoom area of - M 5 S
1 Spectrum | ProcPars | AcquPars | Title | PulseProg ¢, (| =Pectrum | ProcPars | AcquPars | Title | PulseProg | [,
current window L L

to all open windows - s—;
o 7
T w — :
#- exam_DNMR_Me2NCOMe ] @
- exam_DNMR_ipr2sic o w 3
#0 sveu ] N
- testtt w7 o
G-I vritrnty 3 ] E
. g 1 o
E]@ F\BrUKer\tDpSpln13p|6 o LI | T T T T I LI | T T T T I LI | T L T T T T I L | LU I L | LU I T
-3 FABrukertopspin 3pls v 55 50 45 40 [ppm] 55 50 45 40 [ppmi
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New command procld

procld offers a push-button solution for 1D
processing and plotting

EM Bruker TopSpin on merlin as svcu

Eile Edit View N{ILHi:N Analysis Options Window Help

RE=NSNESI-M  Process / Plot Current Data... BRGHZS=<IL: AP

2 2 %8 /8 % : Data Processing Guide o Sk AT T L

Browser | Lasta0 | C Window Multiplication... [wm] 1 1 brukeritopspin guest

T MSENVENNOME  Fayjrigr Transform... [fif] cPars| AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid
t- ) CINMR data

50 F o Phase Correction... [ph]

#

2

#
FLIPABUKENTOR  Baseline Correction... [bas] : > B8Rke8n8y £
F-2) FABrukerntops : = T el b e um e ] ol g

E
#
E

£ FABrukertops  Add / Subt G procid
-0 FABrukertops .
¢ ) FANMR data | Serial Prog

Fress Ok to process f plot the selected dataset

using the enabled options.

1 The command "nrocd y" will process data without this dialog,
using the last settings.

Exponential Multiphy (em) LB [Hz]= |03

Fourier Transform (ft)

ALto - Phasing (apk)
set Spectrum Reference (sref)
Auto - Baseline Correction (abs)
Plot (autoplat) LAYOUT = | +#1D_H xwp v|L

| @ E




New command procld

procld offers a push-button solution for 1D
processing

EM Bruker TopSpin on merlin as svcu g@@
Eile Edit View N{ILHi:N Analysis Options Window Help

RR=RERESIW-N  Process / Plot Current Data... BRIl AP i

2 2 %8 /8 % : Data Processing Guide o Sk AT T L
Browser | Lastal| G WWindow Multiplication... [wm)] 1 1 ibrukerttopspin guest Q@E|
FLWSBVENNOME  Eayrjgr Transform... [ff] cPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid

() C:\NMR data

Phase Correction... [ph]
y Correction... [bas] ' a AT I B i

| procid

Fress Ok to process £ plot the selected dataset
Lsing the enabled options.

The command "proc1d y" will process data without this dialog,
using the last settings.

Exponential Multiphy (em) LB [Hz]= |03

again neXt time Fourier Transform (ft)

AUt - Phasing (apk)

=

=

=et Spectrum Reference (sref)

=

Alfo - Baseline Carrection (abs)

&

LAYQUT = | +10_H swp v

Plot (autoplot)

o . oK || Q




New command procld

procld offers a push-button solution for 1D
processing

EM Bruker TopSpin on merlin as svcu g@@
Eile Edit View N{ILHi:N Analysis Options Window Help

RR=RERESIW-N  Process / Plot Current Data... BRIl AP i

2 2 %8 /8 % : Data Processing Guide o Sk AT T L
Browser | Lastal| G WWindow Multiplication... [wm)] 1 1 ibrukerttopspin guest g@g|
-0 waervennome Fourier Transform... [fif] cPars| AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid

#) C:\NMR data

Phase Correction... [ph]
y Correction... [bas] ' a AT I B i

'ﬂ procid

Fress Ok to process f plot the selected dataset
using the enabled options.

The command "proc1d y" will process data without this dialog,
using the last settings.

Exponential Multiphy (em) LB [Hz]= |03

Fourier Transform (ft)

ALto - Phasing (apk)
set Spectrum Reference (sref)
Auto - Baseline Correction (abs)
Plot (autoplat) LAYOUT = | +#1D_H xwp v|L

0 . (]2 Cancel l F




Command history

TopSpin command history
offers now the parameter
and its modified value,
even if it was not modified in the command line
but in the parameter window.
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Command history

B 2 DSP = i L]
File Edit View Processing Analysis Options Window Help

D@D & BB 2didA AV L T i s bp A B o
2028 % 3T WA AAQLAE © G« 0 - 4 F ¢ 3

Elrnwser| I_astSEI” GrDupS" Alias| F exam1d_13C 1 1 ‘hrukeritopspin guest |Z”E|E |

E-) hserverihorme

#- C\WMR data

= o N

#-) FABrukenTopSpin

#-3) F\Brukertopspint 3pl6
#-1) F\Brukenitopspin1 3pl8
#- F\Brukentopspin2 2-alpha
#-3) FANMR dlata

ns 3
1 NS 512
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row/column scan o)
BRUKER
C<T

Now 2D multiple display allows scanning
rows and columns simultaneously.
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row/column scan

Bruker TopSpin on merlin 2 DEX
File Edit View Processing Analysis Options Window Help
Da@ip & BB A AL T Evhiles @ EOL
228 %X AvH PEGORQE ol > H KW

Lastso | Groups | Alias : exam2d_HH 22 1 FiBrukeritopspin2.0 guest EIEX
Browser ‘

®-0) CWNMR data
-2 F\Brukeritopspin1 .3pl6
- FABrukenrtopspin2 .0

col @ 4,14 ppm /S 2071.01 He Index = 656 - 657 __E'
row @ 7.57 ppm /S 3784.64 He Index = 303 - 304 B &
Walue = 970.Z5 g . —
) ) " T reg ? M

Uze left and middle mouse button for scaling ] 1.’ ] L
M [ ] " o — ey

LT . ﬂgh- g L

a L] g []

¥ I
] Q“l s -

i gg [ n LN ] -

' P@‘ oy - L
F b L) h Fo w
¢ I ngg ot v [

s? o " i

W 1 exam2d_HH 22 1 FABru i
o
| o

D Fow @ 7.57 ppm [393 of 1024] L

T I T T T I T T T | T T T | T T T I T T T I T T T I T
2 3 12 10 8 5 4 2 F2 [ppm]
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row/column scan

File Edit Yiew Processi

ng Analysis Options Window Help

Do &8 BB dad A& 40 5o~k 48 808
21288 +%E AHPEOARQE e+ Hr o]k

=B

Lastso | Groups | Alias : exam2d_HH 22 1 FiBrukeritopspin2.0 guest EIEX
Browser \ % R o ot 3 FE IE E- E+ Ei "% /% 35 $g 4y 5 U T4+ — o i
) C\NMR data ]
-2 F\Brukeritopspin1 .3pl6
- FABrukertopspin2 0
col @ 4,97 ppm /S 2485.21 H= Index = 533 __E'
row @ 6,46 ppm S 3230040 He Index = 475 - 479 B g
Walue = 3620.125 g - -—
. . " F d ¢ M W
Uze left and middle mouse button for scaling 4 ] L
1' b " nk - oy
YT “n L BN L
= & - ] [ ' . L
¢ B
] Q.l * -
1
. LI ¥ = . . .! " i L
'P&. . ] ’.u Fo __m
4 | > "'+ < N
_ il “ i —
W 1 exam2d_HH 22 1 FABru i
o
Columr @ 4.96 ppm [593 of 1024] __N
T T T T T T T T T T T T T T T T T T 3
D I I I I I I
y ’ 12 10 8 5] 4 2 F2 [ppm]
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row/column scan

0

File Edit Yiew Processi

ng Analysis Options Window Help
N e L4 B OO L
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Browser ‘

®-0) CWNMR data
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Lasts0

£ [*

B i exam2d HH 22 1 FABr

examZd_HH 22 1 F'Brukertopspin2.0 guest

£ B EQARQE ol » ¢t + %

=B

EEX

col @ 2,35 ppm / 1173.57 He Index = 794 - 705 __E'
row @ 4,88 ppm S 2435.64 He Index = 600 - 602 &
[T el
Walue = 4380.875 | =
Uze left and middle mouse button for scaling L L
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— 03
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228 s T WE EHGC0E 0 GH e e e A F L

Browser | Lasts0 | Groups | Alias :

+..3 Wserverinome
-3 C\NMR data
=13 F\Bruken T opSpin

. =3 guest
Display +;‘| 1024-procnos
Display In New Window s

Scroll to active dataset

Fully Expand Selection

|
1
1
1
1 Display As 2D Projection
1
1
1
1

Show PULPROG/Title
1 Show Date
1 Sor by Date
Copy
File Propetties
Delete...
Files
ﬂdd NeW Data DII’ +J e}{am']d_'] H
Remove Selected Data Dirs... T EHEET G
#|0) exam2d_HC
+;‘| exam2d_HH
-1 exam2d
+;‘| exam3d
-3 exam_DNMR_Me2NCOMe
#- exam_DNMR_ipr2sic
(3 sveu
- wrttrnty

#-I00 Fh\Brukeritopspini 3pl6
#-[) FBrukertopspin 3pla
-3 FA\Brukertopspin2.0

0 .




Browser:

Display

Display In New Window
Display As 2D Projection
Scroll to active dataset
Fully Expand Selection
Show PULPROG/Title

| Show Date

Sort by Date

Copy

File Properties
Delete...

Files

Add New Data Dir...

Remove Selected Data Dirs...
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Show Date

[ Bruker TopSpin on merlin as svecu
File Edit View Spectrometer Processing Analysis Options Window Help

*2 02 '8 f8 <

T A E S E o Sle e HF L

Browser | Lasts0 | Groups | Alias »

-1 Wserverihome

-2 CANMR data

=3 F\BrukeryTopSpin

=3 N

I 1024-procnos

-+ ¢01d200 fid

=59 exam1d_13C

nj 1-2004-03-30 11:43:33

u:l 2-2004-03-30 12:01:05

-0 3 - 2004-03-30 12: 16:36

D 4 - 2004-03-30 12:53.06

-2 5 - 2004-03-30 13:27:39
-2 6 - 2004-03-30 14:35 54
-3 11 - 2004-03-30 11:43:33

2 exam1d_1H

) exam2d_CH

I exam2d_HC

-3 exam2d_HH

- exam2d

£ exam3ad

I exam_DNMRE_te2NCOMe

-0 exam_DMMR_ipr2sic

-3 sveu

-3 writtrnty

-1 F\Brukeritopspint . 3pl6

-3 FBrukeniopspin1.3pi8

-3 FABrukeritopspin2.0

Date of dataset
name:
date of last
modification

it B

-]

-

Date of expno:
date of
acquisition




Browser: Date / Pulprog / Title

= OX

File Edit View Spectrometer Processing Analysis Options Window Help

228 A INE R 80 &M eoe e TF L
Browser | Lasts0 | Groups | Alias :
?"'J\\SENEI‘\thE

-3 C:\NMR data

=+ F\BrukenT opSpin

__) guest

Display #-[3) 1024-procnos

-3 £01d200 fid

#-) exam1d_1H

Display In New Window
Display As 2D Projection

o 2007-01-16 06 21:09
9 1 - 7Zgpg30, 2004-03-30 11:43:33
# 1 - 13C{HE AY 300 Automation Cholesterdacetate

Scroll to active dataset
Fully Expand Selection

v Show PULPROG/Title # 2 13C{1H} AV 300 Automation Cholesterylacetate
v Show Dafe ® 8- 13C(1H} AV 300 Automation Cholesterylacetate
3 2 - jmod, 2004-03-30 12:01:05
v Sort by Date #* 1 - 13C APT AV 300 Automation Cholesterylacetate
3 3 - dept135, 2004-03-30 12:18:36
Copy L% 1_13C DEPT135 AY 300 Automation Chalesterylac|

2 4 - deptdd, 2004-03-30 12:53:06
‘-4 1-13C DEPT45 A 300 Automation Cholesterylacet
3 5 - dept90, 2004-03-30 13:27:39
Files @ 1 - 13C DEPTS0 AY 300 Automation Cholesterylace
= 2 & - 7oina0, 2004-03-30 14:35:54
Add New Data Dir... & 1-13C |G AY 300 Automation Chaolesterylacetate

. 3 11 - zgpg30, 2004-03-30 11:43:33
Remove Selected Data Dirs... L.# 1 - 13C{1H} AW 300 Automation Cholesterylacetate
#-0 exam2d_CH
#-[) Exam2d_HC
- exam2d_HH
+:| exam_DNMRE_iprZsic

File Propenties

Delete...

£ exam_DNMR_Me2NCOMe
- sveu

#-I00 Fh\Brukeritopspini 3pl6

- FA\Brukentopspin1 . 3pla

-3 FABrukeritopspin2.0
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Sort by Date - e.g. edpul

<)
BRUKER
L)

File Eeldil Help Source = |Fi\Brukertopspin2. 1-alphaexpistaninmrlistsypp v
Searc  Show Comment
class ¥ Show Date Al
Manage Source Directories 2:31:43 e/
D&z in 0:31:43 -
peinc  Export Sources... 0:31:43
Delay.incl 2007-03-27 10:31:43
Grad.incl 2007-03-27 10:31:43
Fararm.info 2007-03-27 10:31:43
FPulprog.info 2007-03-27 10:31:43
FREADME 2007-03-27 10:31:43
Felations .info 2007-03-27 10:31:43
Swsconf.inc 2007-03-27 10:31:43
Update info 2007-03-27 10:31:43
adeq11etgprdsp 2007-03-27 10:31:43
adeq11etgpsp 2007-03-27 10:31:43
adeq1netgp 2007-03-27 10:31:43
adegn1etgp 2007-03-27 10:31:43
adegnnetgp 2007-03-27 10:31:43
apt 2007-03-27 10:31:43
aptjc 2007-03-27 10:31:43
aring 2007-03-27 10:31:43 h

| Eoit || crapnicaiear || setpurroc || close |

0 .
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Search results

Found: 21 Data ~ D |
Flease right-clic Lisplay
vy Display In New Window 2003-10-15 075615
svcl-ns_test - Display As 2D Projection T | zgad
swCu-ns test @ . 1 03l
- Sort This Column J
SwCL-ns_test ¢ 1 | Zg3o
svcu-ns_test ¢ ©o0rt + Reverse 1 | zg30
svcl-tEst 1 1 » Show Details 1| Zgpgad
swCU-test? 1 - L. 1 | zg3o
svetests o - Save selection in file... t | g0
aueisctelcl  Add selection to dataset group... EEREEGER
test? 4 0 . . 1 30
SWELEES File Properties =
svcu 101 "Ch 1| zgao
sveu 1 777 Elles 1| zgao
sveu 1 888 U Process Selected Datasets... U | el
syol 1 999 "ChNME data” guest mit leerzeichen 1 EQSD

Find results can display date information
and can be sorted by date. f

Furthermore selected datasets can be
defined as dataset group.

Display || Close |




Colours of additional information

are configurable

[ Bruker TopSpin on merlin as sveu
File Edit View Spectrometer Processing Analysis Opti

-1 F\Brukeritopspint .3plé
I F\Brukentopspint .3pls
- F\BrukertopspinZ .0

-}

-

ons Window Help

w2 s s A ® G C ar preference = 15[
Browser | Lasts0| Groups | Alias o ~
P Administration items Mindnw settings |
+.,3 Wserserihome - - T
# (3 C\NMR data spectrum Cpen new internal windows "cascaded” rather than "maximized" O
T e 4 herTopspin Contour plat Configure cascaded windows Change
- QuES Spectrum title . . _ .
#-3) 1024-procnos Display data set browser in & separate window (restart required) O
i Spectrum cursor ; . , . X
b o colazoo s H et TS O RSSO ool S s [y
2 examid_ Spectrum parameters , _
1 vrttrnty , Color of date display (of NAMES) in data browser Change
+J evam?2d Printer
M@ eam o 13C - 2007-01-16 0 (et Dialogs / lcan Caolor of pulseprog display in data browser | Change
1-Z0pg30, 2004-03-30 11 pyer— o , .
# 1- 13C{1H} AV 300 AU Window settings Colar of title display in data browser Change
® 2 13C{1H} Av 300 Auf M .
Py 130{ b HizEElEEeUs Color of 10 datasets in data browser [ | Change
S A S AN miractories
03 2 - jmod, 2004-03-30 12:0 :
e el acquisition status barI Calor of 20 datasets in data browser B (crange I
(3 -0ept1as, 2004-03-30 W Apquisition Color of 3D datasets in data browser Change
® 1-13C DEPT135 A 3 _
D 4- deptas, 2004-03-30 12 BSMS display Color of 40+ datasets in data browser B [change J
3 5 - deptsn, 2004-03-30 13 Miscellaneous
* 1 1acDEPTO0 AV ol
03 6 - zgig30, 2004-03-30 14:35:54
L@ - 130G AV 300 Automation Cholestenylacetate
9 11 - Zgpy30, 2004-03-30 11:43:33
# 1 - 13C{1H} AV 300 Automation Cholesterylacetate
#-00 exam2d_CH
-3 exam2d_HC
+;‘| exam2d_HH
-3 exam_DNMR_ipr2sic
#- Exam3d
-3 exam_DNMR_Me2NCOMe
-3 sveu
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TopSpin databrowser offers ‘Rename’ -
BZ%R

Display In New Window
Display As 2D Projection

TOpSpI n data browser Scroll to Active Dataset
allows renami ng of Fully Expand Selection
Names, Expnos or Procnos. v Show PULPROG/Title

Show Date

Sort by Date

Copy

File Properies

Rename

Add Mew Data Dir...
Remove Selected Data Dirs...
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Drag&Drop from TopSpin databrowser
can be turned off

Co><)
BRUKER

Drag&Drop of datasets into TopSpin main window
can now be disabled.

This is useful is this functionality leads to any
problems like a graphics hangup.

For details see respective FAQ in the

Bruker Knowledge Base, item #7222:

http://www.bruker-biospin.com/shell/bkb/show bug.cqi?id=7222
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Window numbering

(1)

BRUKER
i 2 OFPSFP a0 edal a L]
File Edit Miew Spectrometer Processing Analysis Options  Window  Help
DaD® 6 @B 2dsd 4 AL Ik bl 8> a@h7%0 L 0 o | E
2 /288 + X WE E G CEw Gl e o> AT 3L
Groups Alias |y : 0 i alpha e m
Browser Lasts0
Spectrum| ProcPars| AcquPars PulseProg | Peaks| Integrals | Sample | Structure | Fid | Ac
Dexam1d_13C 1 1 Ch
Siest 11 ChBrukeraly QY LS 8 EH & ¥ & Installed probe: 5 mm DUL 13C-1HD Z-G#fD 734947345
B exam3d 1 1 CABrukd periment UNVEHRE LW Ignore ¥ Accurnulationgvertiow checking a2
[ interleave 1 1 CABru i FRQLOSMN 0 Dhserve huency shift reduction
Cies3 1 1 ChBrukerts:
D interleave 2 1 Chuse
CIxCortab 1 1 C\Bruke 1 ] . Diaie MU EUS
Ditest 1 1 ChBrukerits: ransmitter freguency offset
[y xCortab 99999 1 Chf ; _ Transmitter frequency offset
: . rogran
gESQ 11:11 1‘3'-‘?“‘1“E£‘i35‘ nge SFO1 [MHz] 300.1318534 Transmitter frequency
Examid_ : . .
s 0 9 et || s BF 1 [MHz] 300.1300000 Basic transmitter frequency
1es2 1 1 ChBrukeraly Mlwaobhble »  Mucleus 2
l.;:esz 1 1 CABrukeraly W ook N
(el 1 1 T Drlemr Al e ..
<number> appears now .
>
Arguisition information Fid Flash |  Lock Sample |POWCHK | Spooler BSME status message Tirme
!! running: 0 12:23
no acquisition running 1] “_' X ousLed 0
Bl delavect 0 | Autoshimes Lockeds Error | Jan 03
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User-specific icons can now be edited

<)
BRUKER
L)

[ﬂ Bruker Top5pin on merlin as svcu

File Edit View Processing Analysis Options Window Help

2d 3d A i L he Ef AL s | p— T D
1oBréeni A AL TS B8 o) i Edit button properties
202/ ¢+ A AEAQAE 0 RE - o 2 4 F 3

Browser | Lastal| Groups | Alias : examid_13C 1 1 thrukertopspin guest

Remove This User-Defined Button...

0 Wserverihome Spectrum | ProcPars| AcquPars | Title | PulseProg | Peaks .
) CANMR data : . Shift lefi —
#- FABrukenTopSpin o Shift right

# F\Brukenitopspin1.3pl6 ]
#-0 FABrukentopspin 3pl8
#3) F\Brukertopspin2 2-alpha
#2) FANMR data

Make Button Invisible...
Make Button Inactive

169.83
——138.50
—130.43

Reactivate All Invisiblefdnactive Buttons

8 Change Icon Size

: Change Toolbar Offset

- Hide Toolbars {type SHIFT ESC to reset)
o i Print Associated Command
N | |

next page >
o 198 Bruker BioSpin
e



User-specific icons can now be edited
and shifted to another position

[ﬂ Bruker Top5pin on merlin as svcu

File Edit View Processing Analysis Options Window Help

2d 3d A i s he B s | —
DeBrenR KR SENE RSN LA R e Lot Edit button properties
202/ ¢+ A AEAQAE 0 RE - o 2 4 F 3

Add User-Defined Button

: 4 . ) i
Browser | Lastan| A examid_13C 1 1 thrukertopspin guest
|Las ) el Remove Th er-Defined Button...
#-3 wserverhome d :
) CANMR data Shift lefi —
B0 F\BrukenTopspin Shift right
#3) F\Brukeritopspin.3pl6
#-2) FABrukentopspin1 3pls | ) o o MMake Bution nvisible...
g Eﬁtméegfapsmnm A - & & & ¢ Make Button Inactive
7 \ | Reactivate All Invisible/nactive Buttons
o _|
o Change Icon Size
| Change Toolbar Offset
- Hide Toolbars {type SHIFT ESC to reset)
] Print Associated Command
=
N ||
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Thick spectra lines

¢ E36 - Zgig30 TR A
£ D examid_1H I
#-) exam2d_CH
+C| exam2d_HC
=+ exam2d_HH
+J 1 - cosygpof
23 2 - cosygpmfg
= 3 - mievph
w22 - cosyopof
+J exam3d

- exam_DNMR_Me
+Cl exam_DMNMRE_ipr]
- swcu

< > Useful for screens with
Lk ' very high resolution

+J examzd_CH
#3 exam2d_HC

-]

2

L

0

4
I N N T N N AN T N N SN N M

= exam2d_HH ©
+C| 1 - cosygpof

. #D22-cosygpmfq M
© O E0 3 - mievph

+C| examadd ™

#) exam_DNMR_Me
*-2 exam_DMMR_ipr
) sl

0
L
—

Spocler
running: 0
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Thick spectra lines T

..oame g CONfiguration is available with:

) examid_1H
¥ exam2d_CH

e |, S@E OF Options — User Preferences

=0 exam2d_HH

EM User preferences

»

Administration items Administration items

Spectrum Alto-open last used dataset when restarting Topspin U

Contour plot shiowr Topspin data examples directony in data browser

spectrum title setup users for Topspin-internal logindogoff and esign Change T T
[Ppm]

SPEE BT Autamatic termination of TopSpin when idle time exceeded Change

apectrum parameters

Printer Autamatic locking of TopSpin when idle time exceeded Change

Fonts / Dialogs / lcons Enable automatic command spoaling

wyindow settings Spectrum

Miscellaneous Tahbed pane layout Change

Directory path names i color srheme " han
Acquisition status bar | Use thick lines
A isitinn o | — -
I ﬁ_l e AR IR AT R A~ m j Il L1}
Fonts / Dialogs £ lcons | Printer
Window settings e

i[IJI DIIIDD

Miscellanenus Use thick lines [ L
R 5.5 [ppm]
IFECTOres CorInIr o 15t 117 SOECIrm e
next page >
Spooler Time
running: 0 05:54
0 201 queued: 0
delzayed: 0 Jan 06




Thick spectra lines T

..omm 1y Useful for printing or creating

S examid_1H

#0 2d_CH . 1
8= PDF via TopSpin
203 exam2d_HH ©

- B3 1 - cosygpof |

EM User preferences

»

Administration items Administration items

Spectrum Alto-open last used dataset when restarting Topspin U

Contour plot shiowr Topspin data examples directony in data browser

spectrum title setup users for Topspin-internal logindogoff and esign Change T T
[Ppm]

SPEE BT Autamatic termination of TopSpin when idle time exceeded Change

apectrum parameters

Printer Autamatic locking of TopSpin when idle time exceeded Change

Fonts / Dialogs / lcons Enable automatic command spoaling

wyindow settings Spectrum

Miscellaneous Tahbed pane layout Change

Directory path names i color srheme " han
Acquisition status bar | Use thick lines
A isitinn o | — -
I ﬁ_l e AR IR AT R A~ m j Il L1}
Fonts / Dialogs £ lcons | Printer
Window settings e

i[IJI DIIIDD

Miscellanenus Use thick lines [ L
R 5.5 [ppm]
IFECTOres CorInIr o 15t 117 SOECIrm e
Spooler Time
running: 0 05:54
0 202 queued: 0
delzayed: 0 Jan 06




Thick spectra lines

[‘! User preferences

Administration items
Spectrum

Contour plot
Spectrum title
Spectrum cursor
Spectrum parameters
Frinter

Fonts / Dialogs / lcons

Idle time for automatic

FOX
Administration items 4
Auto-open last used dataset when restarting Topspin ]
show TopSpin data examples directory in data browser A
Setn ysere for Tonsnin-internal loninAofoff a0d esinh |Fhr—mm=

I Automatic termination of TopSpin when idle time exceeded Change I

Autamatic locking of TopSpin when idle time exceeded Change

]

Enable automatic command spoaling

termination of TopSpin

can be configured globally for all users.
More details can be found in the Bruker Knowledge Base

item

http://www.bruker-biospin.com/shell/bkb/show bug.cqi?id=7236

(1)

203
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http://www.bruker-biospin.com/shell/bkb/show_bug.cgi?id=7236
http://www.bruker-biospin.com/shell/bkb/show_bug.cgi?id=7236
http://www.bruker-biospin.com/shell/bkb/show_bug.cgi?id=7236

Seize/Font of TopSpin tabs o)
BZ%R

The desired font for the tabs can now be
configured within User — Preferences

The height of the tabs corresponds to the
height of the icon size, which can also be
configured within User — Preferences
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TopSpin Panorama Tour

A short overview about some
special TopSpin topics:

Panorama Topics

ArCguisition

Display & Pracessing
Analysis
Printing & Flotting
NmrGuide
Methad Development
Documentation
Regulatory Compliance
Licensing

Service & Suppart

AN

AUREMOL

[ TopSpin, Amix, Auremol Panorama Tour

ser Interface Concepts How TopSpin complies with PC standards

B Bruker TopSpin on merlin as svcu
File Edit View Processing Analysis Opfions Window fa(l¢]
DaDER & BB dsidA 4L I N bR
/288 ¢ XF AvwH MERACQER o

KN exam2d_HH| 22 1 FiBrukeritopspin2.0 ¢

X

Manuals [docs]

Command Index

Parameter Index

Function Keys Sample | Structure | Fid

Flease click on a topic to open the panorama page!
Panorama Tour

Advanced Search...

Start NMR Guide FE

— &

Guided & parameter driven, automation, BioTools, spectrometer subsystems, remote control Version Info " . B %
. L B

License Info g " o @ |

Display modes, processing functions, serial processing o ® . ~

Integration, deconvolution, relaxation, multiplets, DNMR, solids, shift prediction

Fast data plots, layout creation, plot automation

Fulse program diagrams, experiment descriptions, representative spectra, literature references

Develop Pulse-, All-, Python programs, shapes, simulate experiments

Manuals, command & parameter index
Audit trails, electronic signatures, 21CFR11
Available TopSpin licenses

How Bruker can help you with your problems

Drug Discovery, Quality Control, Hyphenation, Metabolomics, Spectra bases

FZ [ppm

Inext page S

Automated protein structure determination and related tasks




TopSpin Panorama Tour

TopSpin - Adobe Reader
TopSpin - Adobe Reader
TopSpin - Adobe Reader
TopSpin - Adobe Reader
TopSoin - Adobe Reader
TopSpin - Adobe Reader
Fie Edit View Document Tools Window Help

2 & ePElivie

Ussr-Defined Menus
Change Menu Font

[-_‘-!Bruker TopSpin Define Right-Click Action
Fils Edit View Processing Analysis Opfions Window Help @ i Hide Menubar (type SHIFT ESC tc reset)

Da®R S ERA 24 A D Fid s bpild @
pEm s EMERACE 0 B w2 2 FFLAen Reactivate All Invisible/inactve Buttons
Browser | Last50| Groups| Allas Add User-Defined Button

1 theratpub Change lcon Size
1 CBrukenTOPSPIN Specirum ProcPars AcquPars Title PulseProg Peaks Infegrals | Sample Structul Change Tookhar Offset

i C1blood
Hide Toolbars (fype SHIFT ESC to reset)

Diaply Right-click context

Display In New Window

__ Display As 2D Projection menus eve rYWhe r'E!

OnfOff: Show PULPROGITitke

Seroll to active dataset /L #{JH
+ 1 Cinnam, e o
+ _1H4s13g SOPY T
+ IH45130 File Properties
-
=_:$::£ Delete... Display Properties. ..
+ _1H45130 Files
+ _IKBr ST X
+ 1vanilin Add New Data Dir...
+ _alznine Remove Selected Data Dirs. .
+ ibaseopt
+ _ibeubi_cn2.2 Fila Properties...
*carvone
+ examid_13C
+ _1examid_1H
+ 1 examzd_GH . .
+ _examZd_HC Command Line History

Save Display Region To...
Reastore Display Region From Params. F1/2
Set plot height for current position

T

¢ Resize Command Line
Save As A Macro...




L L}
Filename of exported picture | =:- 423
\_\:‘9 2 jmal #: mo-test png
- - - Wy Recent |2 topspin-merlin E SPECIrUm-xyZ png
available in clipboard S
- I3 Application Data
{ﬁ‘ 2 AU_SESSION
™3 Rnstanth Software
Ef Bruker TopSpin on merlin as sveu
=Y Edit View Processing Analysis Options 1 ) fl I e O n t h e d I S k
rtmgs
New... [Ctrl N] ho EA L mERtS
|2 NetHood
Open... [Ctrl O] B2 e AT T L gontr Cnmputer £ NMRSIM_SESSION
Beopen 1 1 EBrukeriTopSpin guest :".y) ;:EEE:‘E A
. =
Close [Ctrl Y] acPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structurg Mo _bw;HEUCUE;’tDDmem
= SendTo
Close All... E = Start Meny
= = Templates
Save... [Ctrl S] % >y E E ﬁ n % 5 g = topspin-hak
. o o P P 3 UserData
Print... [Ctrl P] v L | 5 WINDOWS
a n d File name: Spectrum-xyz.png
Send To Files of type: | Legal File Extensions: png, Jpg, Jped. bmp, eme, wif, pof, v

Run...

Delete...

1examid_1H 1 1 FBruker\TopSpin
210059 5 1 F:\Brukertopspin2.2-alph
310059 5 1 "CANMR data" test now
4 exam1d_1H 99 1 F:\Bruker\TopSpin
5 exam2d_HH 5 1 "C:ANMR data" tojd
6 examid_1H 1 1 F\Bruker\TopSpin guest
Exit [exit]

2) filename into clipboard

C:\Documents and Settings\svcu\spectrum-xyz.png

Bruker BioSpin




Windows: New format for command Copy

On Windows systems:
copy now stores in bmp format

The new command

copy wmf

stores wmf format, which was the default
format in previous TopSpin versions

0 208 Bruker BioSpin
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Linux: Copy can now be used Co)
BZ.%R

On Linux systems:

Copy stores png format into a temporary file,

the pathname of this file is copied to clipboard

This operating system does not support necassary clipboard operations,
The screaen dump was copied to a tempaorary file:

=1

ftmp/TopspinScreenCopy13001.png
(this path was copled to clipboard)

L Close J
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External editor

The preferred external editor as defined in
Options — Preferences will always be used. For
read-only files the internal editor will be taken.

0

[ User preferences

Administration items
Spectrum

Contour plot
Spectrum title
Spectrum cursor
Spectrum parameters
Printer

Fonts / Dialogs £ lcons
Window settings
hiscellaneous
Directory path names
Acquisition status bar
Aruisition

BSMS display

Lock display

Configure cascaded windows Change

Display data set browser in a separate window (restart required)

YArrange internal windows is onky applied to dataset windows
Miscellaneous

Show "ased" parameter selection with "eda"

Collapse parameter editors

Display ExPNO/FPROCHNO list when opening data

FELUTLE LU AT T PO L IIIE

Preferred text editar

Internal | [Change

SEtup remote systems | |Change

Configure remote access Change

Language (change requires program restart!) English
Define right-click action on a menu item Change

Table colours Change

Tree table colours Change
Directory path names

Dir. of structure files for structure wiewer

| EEE

II[JIEH 0o DDI

>



1D multiple display o
B%R

Dataset rectangles visible also with display on- top

File Edit View Processmg Analysis Options Window Help
Da0 & B8 2d3d4 AL T m N2 B o
2R s TMAERGQE o GE o e N F L

exami1d_13C 1 1 FEBrukertopspin2.0 guest FEXE
Sl R |t 8 L E-Er B gt A @ 0
g 0
- examld 13C 4 1 FivBruker\topspinZ.0 gquest

dcale @ 0.4198
examld 13C 3 1 FihvBruker\topspiniZ.o guest[

docale @ 0.6965
examld 13C 2 1 F:iyBruker\topspinz.o g'uest[

Gocale @ -0.3901
examld 13C 1 1 F:yvEBruker\topspinZ.o guest[

20
e e e by ey by e by ey b ey Ly

15

10

200 150 100 50 0 [ppm]

0 ..




JMOL comes within a separate window

[ Bruker TopSpin on merlin as sveu EEX
Executing commands are available on a console =

-0 hservenhome

i Spectrum | ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fig
2 CWIMR data

Mo Ty S0RQBBRIVII vy BB X Gl @ EBWLEME
2 cyclosporina.pdb - cyclosporina @@ e
Datei Bearbeiten Anzelge Ansicht Werkzeuge Makros E

@ @=c [nls B ¢ -Jmol&:rrpt Console

cyclosporina #
HO

Select (193)
View

Style

Farhe

HM

| OH
| |

Surfaces ’ ’
L3 ,,—'.

i

s '{
1-’ o0

'l )
‘ w e
Vergriferung » B ]

\!
=
[

TH

HLC
3 CHSCH3 \

HO

M it P l-' d
easuremer ;
. Set picking

‘h , -~
Cnnsnle
Show

Uber Jmol

structure2.maol




| General Information

| Acquisition features

Acquisition archiving

| —

Structure Verification

| —

NMr_Save

| —

TopSpin GUI

| —

ﬁ

| AU / Python programs

: il ICON-NMR

| cortab & cf

| —

Acquisition Setup

| Command queue news

ﬁ

Source directories

| —

H

| Peak picking/integration

useful tools

[l TopSpin Plot Editor




Serial Processing - o)
revised step-by-step procedure

File Edit View Na{{Id: +) Analysis Options Window Help
[0 &4 @ & | DataProcessing Guide w bp L (B A 7
2 f2*8 /8 ¢ 1 Window Multiplication... [wm] &= ® = T T & gontr

Browser | Lasts0| ¢ Fourier Transform... [fif] ukeriTopSpin, guest

#-0 wserverihome|  Phase Correction... [ph] AcguPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid
-3 CNMR data . -
50 FaBrukenTop  Baseline Correction... [bas]

St guest Add / Subtract / Mult. [adsu]
[A=Lubyy  Serial Processing... < TG c00oMo00OnNnRTTIIINOORAANGNNN= o a
- —==2222 o

-3 exam i d
L.i‘l examid
#-3 exam2d - Miscellaheous

-3 exam2d_HC ]
-3 exam2d_HH

-3 exam2d

- exam3d

-3 exarm_DNMR_e2NCON

More Transforms »

»

Serial Processing - Define Datasets

(3 exam_DNMR_ipr2sic = Please define the full path name of the dataset list to be processed.
L ] Click an:
-3 wrttrnty 1 :
#-3 Fr\Brukentopspin 1 3plé . = Browse For List = locate an existing dataset list
o Pl Sl ® ] = Find Datasets = search for datasets and use the selected ones as the list
-3 FiBrukeritopspin2.0 .
| = Edit List = edit the current or a new dataset list
1 = Next = continue with command definition
o
i | Browse ForList || Eind Datasets || Editiist || mext> || cancel
E W
4 1 k
bl rt: =]
| | T T T | ? T T T | T T T | ‘Tlll T T | T T T | T T T
< > 18 16 14 12 10 8 [ppm]

0 214 serial I[next page




Serial Processing

Please define the full path name of the dataset list to be processed.

Click on:

> Browse For List = locate an existing dataset list

> Find Datasets = search for datasets and use the selected ones as the list
> Edit List = edit the current or a new dataset list

> Next = continue with command definition

|
| Browse ForList || Eind Datasets || Editiist || mext» || cancel
| |

Look in:

»

(6

My Recent
Documernts

F
Deskiop
Moty
Documents
=2
i
Moty
Computer
e
Mty
Metwark

I swveu

I jmal

i) topspin-merlin

0D ts-hak

I Application Data
I AU_SESSION

12 Bluetooth Software
I Coaokies

I Desktop

¢ Favarites

I Local Settings

=} Wy Documents

I NetHood

I MMRSIM_SESSION
I Mokia

% Phaone Browser
I PrintHood

|5 My Recent Documents
) SendTo

I Start Menu

I Templates

1) topspin-bak

I UserData

12 I DIOWYS

E] 10-peaks-xwin bt
] 2-integral-test_exam2d_HH_1 bt
El expt-list bt

E] Nist-cate bt

E] listt bt

E] list2 bt

E] list33 ot

El LuResult.ta

File name: |

Files of type: | Tewt file * bt

b

? 2EE

OK

i

v Cancel




Serial Processing

Serial Processing - Define Datasets

Please define the full path name of the dats
Click on:
> Browse For List = locate an existing datas
> Find Datasets = search for datasets and
> Edit List = edit the current or a new datas
> Next = continue with command definition

EM Find data

searching will be performed in all data directories
marked in the data directories list below!
The checkboxes at the right will enforce exact matching if enabled.

NAME 13 [
| EXPMNO
| PROCNO
| Browse ForList || Eind Datasets
— ] — USER
Title
Fulse Prog.
] ] Found: & Data Sets.
Dimensian Please right-click in a list for more options!
Data type 1d_13C 1 1 FiABrukeriTopSpin guest 2004-03-30 11:4
exam1d_13C 1 2 FABrukenTopSpin guest 1 2004-03-30 11:435:33
Date, from: mm/ddiyy examid_13C 1 8 F\BrukenTopSpin guest | 1 2004-03-30 11:43:33
Diate il mmfddfw examid_13C 11 1 FABrukenTopSpin guest 1 2004-03-30 11:435:33
' examid_13C 2 1 FABrukenTopSpin guest 1 | jmod 2004-03-30 12:01:05
examid_13C 3 1 FABrukenTopSpin guest 1 dept138 | 2004-03-30 121836
Diata directories exam1d_13C 4 1 FiBrukenTopSpin guest 1| deptds 2004-03-30 12:55:06
examid_13C & 1 FiBrukenTopSpin guest 1 deptao 2004-03-30 13:27:39
. examid_ MBrukenTopspin Ques zgig -03- RE1T
CAMME data 1d_13C & 1 FABrukenTopS to 1 30 2004-03-30 14:35:54

FABrukernT op=ain

FBrukeritopspint 3pls
FBrukertopspint 3pla

| ok || Resetm

l ok H cancel l
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Serial Processing

Serial Processing - Define Datasets

Please define the full path name of the dataset list to be processed.

Click on:

> Browse For List = locate an existing dataset list

> Find Datasets = search for datasets and use the selected ones as the list
> Edit List = edit the current or a new dataset list

> Next = continue with command definition

IDocuments and Settingsisveuilocal SettingsiTempldatasets_12569 bt

| Browse ForList || EindDatasets || Editiist || mest> || cancel |

B C:\Documents and Settings\svcul\Local Settings\Temp\datasets_... E]
File Edit Search

k:\Bruker\TupSpinkdata\guest\nmm\examld_lEC\1\pdata\1
F:\Bruker\TopSpin\idata\guestinmriexamld 13C\1\pdatalB
: \Bruker\TopSpinidatalguesti\nmriexamld 13C}2%pdatail

: \Bruker\TopSpinidatalguestinmriexamld 13c}5ipdatall

F
F:\Bruker\TopSpin\data\guestinmriexamld 13C\4\pdatall
F
F:\Bruker\TopSpin\data\guestinmriexamld 13C\6\pdatall
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5erial Processing - Define Command

. |
Se rl a I P rOCESSI n g Please define the command to be executed on the datasets.

Examples:

Serial Processing - Define Datasets

Flease define the full path name of the dataset list to be processed. _—
Click on (a full path indicates a macra)

1Lk O, i o i ffull path with 'yt indicates a Python script)
= Browse For List = locate an existing dataset list
= Find Datasets = search for datasets and use the selected ones as the list

= Edit List = edit the current or a new dataset list Late a TopSpin macro
= Mext = continue with command definition bcate a TopSpin Python program
i i Eing the dataset list
bRDDcumenta and SettingstsvoutlLocal settings\Tempidatasets 12569 it inition
hile processing
| Browse ForList || EindDatasets || Editlist || mest> || cancel |
| |

[¥] Show ’ Browse For Macro ] ’ Browse For Python ] ’ Execute ] ’ < Back ] ’ cancel

0 Bruker BioSpin
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5erial Processing - Define Command

. |
Se rl a I P roceSSI n g Please define the command to be executed on the datasets.

Examples:

11 efp

21 1b 0.8 em;ft;pk

3) chumymacrostmac-efp (a full path indicates a macro)

A cihwmnypyshoy-efpp py (& full path with 'yt indicates a Python script)

Click on:

= Browse For Macro = locate a TopSpin macro

= Browse For Python = locate a TopSpin Python prograrm
= BExecute = start processing the dataset list

= Back = return to list definition

= Show = show datsets while processing

Shioiy Browse For Macro Browse For Python Execute ] ’ < Back ] ’ cancel
File Options Help Source = | FABrukenT OPSPINZ 1-alphatexmstamnmilistsimaciuser v
Search in names [77]
lexam_efp exam_lb_si_efp exam_lhefp exam_lhefp2

Bruker BioSpin




5erial Processing - Define Command

. |
Se rl a I P roceSSI n g Please define the command to be executed on the datasets.

Examples:

11 efp

21 1b 0.8 em;ft;pk

3) chumymacrostmac-efp (a full path indicates a macro)

A cihwmnypyshoy-efpp py (& full path with 'yt indicates a Python script)

Click on:

= Browse For Macro = locate a TopSpin macro

= Browse For Python = locate a TopSpin Python prograrm
= BExecute = start processing the dataset list

= Back = return to list definition

= Show = show datsets while processing

| 1
Shioiy Browse For Macro Browse For Python Execute ] ’ < Back ] ’ cancel
File Options Help Source = [FABrukenTOPSPINZ 1-alphatexphatamnmemy v
Search in names [77]
| evam-em-i-apk.py exam-rulti-efp oy Exam-pulsprog. oy exam-splitser oy
inadph.py inadph2.py ineptrdsp. py py-test-suite oy
ser_ef_apk.py |ser efp py tir py

Bruker BioSpin




5erial Processing - Define Command

. |
Se rl a I P roceSSI n g Please define the command to be executed on the datasets.

Examples:

11 efp

21 1b 0.8 em;ft;pk

3) chumymacrostmac-efp (a full path indicates a macro)

A cihwmnypyshoy-efpp py (& full path with 'yt indicates a Python script)

Click on:

= Browse For Macro = locate a TopSpin macro

= Browse For Python = locate a TopSpin Python prograrm
= BExecute = start processing the dataset list

= Back = return to list definition

= Show = show datsets while processing

em;ft;abs,apk

[¥] Show Browse For Macro ” Browse For Python ” Execute ” < Back ” cancel

<y

Serial Processing Finished:
Data set list = CADocuments and Settingsisvowlocal Settings\Tempidatasets 12569 txt
=erial script = CADOCUME~ 1'swohLOCALS~ W Tempitopmac_ 12570

Close

0
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Serial Processing o)
BRUKER
L)
‘ | Browse ForList || FindDatasets || Editlist || Mext> || Cancel |‘
[v] Shom | Browse For Macro || Browse For Python || Execute || = Back || Cancel |
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Serial Processing o)

Dataset commands

//////////
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Group members meet serial processing

File Edit View Spectrometer Processing Analysis Options Window Help
DaME & BB d3d 4 450 T & vMpILEsE BE O L
*2/72% /8 %% T A+HPEAAQEA vEe » &t 4|5

Erowser | Last50| Groups | Alias

1 238

CEX

= Inellmerig 5pectrum|Pchars AcquPars | Title | PulseProg | Peaks | Integrals| Sample | Structure | Fid

»
- | _ R WU ¥V, N D N W s
» ks an T s EE ")
. N i =S Ev
E.@t.eaﬂ Display In New Window Al
@ Eam2d_HC 1 1- b e
Display Group A ’ F2 [opm]
Add Selected Data Window
: - O] - [O]
Add All Open Data Windows
Update Window Bounds & Display Limits PulsePraog g Sﬁpittrum | ProcPars | AcgquPars | Title | PulseProg ., ¢
Remove Selected Datasets From Group... £ ‘
) 3
Collapse All Groups E * J I ‘
w
Toggle Dim/Pulprog/Title g

Add new Dataset Group... 2 [Ppm]

150 100 50 0 [ppm]

Close All Group Windows M=

Process Selected Datasets... PUIsePro; 5

SDECtrum|PrncPars ActuPars | Title | PulsePraog |

224

File Properties =3
Files o
® 3
Pl
E I =3 |
T T 17T | T T 17T | LI | | LI | | 1T T | LI | | LI | | T T 17T | T T 17T | T
9 k. 150 100 50 0 [ppm] 200 150 100 50 [ppm]
next page




Group members meets serial processing

arial Proce :'. a latase

TopSpin adds all
selected datasets 1.-pmm

Flease define the full path name of the dataset list to be processed.

Click on:

> Browse For List = locate an existing dataset list

iInto a temporary

= Find Datasets = search for datasets and use the selected ones as th d ata Set I |St ﬂ | e,

= Edit List = edit the current or a new dataset list

= Next = continue with command definition

_ g W cAe—

F1 [ppm]
50 [ *les]

bHDDCUMEfH‘IRsvcu%LDCALva*lRTemdeatasets_f:lB‘l99.t:{t —

2 F2 [ppm]

| Browse For List || Eind Datasets |

Eroc |,,|

0

TIPUATE SUITaow DOUTOS o DISpiay LIS

4
EditList || Wext> || Cancel |IEIE['

sp

AEE|

BCtrum | ProcPars | AcquPars | Title | PulseRrog | o,

Remove Selected Datasets From Group...
Collapse All Groups
Toggle Dim/Pulprog/Title

5 [rel]

| HMI.

w
| 1T T | T T T T | T T T | T T T | T T T | 1T T
Add new Dataset Group... 2 [ppm] 150 100 50 0 [ppm]
Close All Group Windows - | Elg! 1 | E@]

Process Selected Datasets... PulseProf |, |

P

ectrum | ProcPars | AcquPars | Title | PulseProg |,

File Properties

Files “l ‘
Copy

10 30 [rel]

|

> 150 100 50 0 [ppm]

200 150 100 50 [ppm]




New command - nmrq

<)
BRUKER

The nmrqg command is required to perform reliable
quantitative analysis of 1D spectra comprising
complex overlapping spectra. The program is able
to:

« Perform mole ratio calculations given integral
heights and number of protons per signal.

« Perform absolute weight calculations given the
information detailed in plus molecular weights of
all components and the weight of a reference
component.

« Permit analysis of spectra characterised by poor
baseline.
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expl command with new options o)
B%R

- expl spect
opens explorer window in:
TOPHOME/conf/instr/<currently configure instrument>
- expl prop
opens explorer window in:
USERHOME/.topspin-<NAME_OF _PC>/prop
+ expl help
shows all available options (top, home ...)

0 227 Bruker BioSpin
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rpar behaviour has been improved

The command rpar will not delete existing data if
there is no change of the dimension.

This allows e.g. reading in processing parameters
for special processing purposes on existing data.
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Script ‘savelogs’ goes online o)
l!E:E;!EE?!

The savelogs script has been improved.

If you are asked by Bruker to send debug information you
can easily give the results file the dispatch number, the
script will place it automatically on the Bruker FTP server.

e CAWINDOWS\system3 2\cmd. exe

lelcome to Bruker Software Suwupport?

Thiz tool will collect swupport information about your TOPSPIM installation and
zend it to Bruker. Use thiz tool only if you have been instructed to do =so.

Preszs CTRL+C otherwize to guit now.

Flease enter vour support token here: debug—info-—xyz

savelogs can be started under Windows from Bruker Utilities —
Miscellaneous or under Linux just by typing the command in a shell

DIUREI DIVUOpIN
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Script ‘savelogs’ goes online

The savelogs script has been improved.

o)
BRUKER
L)

If you are asked by Bruker to send debug information you
can easily give the results file the dispatch number, the
script will place it automatically on the Bruker FTP server.

e CAWINDOWS\system3 2\cmd. exe

progscurdir/BRUKER—svocuwsstdout .cprserver. log
progsSocurdir/BRUKER—svcuws/stdout .dataserver.61B88

Files containing support information about vour last TOPSPIN seszsion
have been archived in the file

"G s DOCUME ™ ~svcusLOCALS ™1~ Temps~TopspinSupportFiles_debug—info—xy=_MERLIN_su

ruker ftp zerver for further reference.

fter the next key press wyvour computer iz going to wupload this file to
If vyou do not like thiz awtomatic wpload press Ctrl+C now?

Press any key to continue . . .

[oext page, >

Bruker BioSpin




Script ‘savelogs’ goes online

The savelogs script has been improved.

If you are asked by Bruker to send debug information you
can easily give the results file the dispatch number, the
script will place it automatically on the Bruker FTP server.

e CAWINDOWS\system 3 2\emd. exe

Prezsz any key to continue . . .

Unknown host ftp.bruker.de.

ftp>* cd incoming

Mot connected.

ftp* hin

Mot connected.

ftp> put “"CADOCUME™1ssvcusLOCALS™1sTemp~TopspinSupportFiles_debug—info—xyz_MERL

Mot connected.
ftp> guit

Please check preceeding lines about ftp wpload results.

In case the upload failed <e.g. ftp.bruker.de cowuld not be contacted?» send the
file specified above to Bruker manuwally. Thank yout?

ress any key to continue . . .

Bruker BioSpin




savelogs can be started from within TopSpinc.—

TopSpin offers
the new
command
savelogs
which calls
internally the
script savelogs

(1)
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File Edit View Processing

Da@eg 8B E 2ds3
*2 /2 *8 /8 ¢ T W E| &

Browser | Lasts0 | Groups | Alias

#-0 Wserverhome

+) C:\NMR data

03 F:

o FABrukenTopSpin

-0 F\Brukentopspinl.3pl6

£ FABrukertopspin1 3pls
) FiBrukentopspin2 . 2-alpha
) F\NMR data

|savelogs

Analysis Options Window Help
[ﬂExecute Savelogs

This tool will collect support information about your TOPSPIN installation and send it to Bruker.
Lse this taal only if you have been instructed to do so.

Please enter your support token: |dispatch-0815

Send result of "sawvelogs" command to Bruker FTP server

Output of savelogs

progicurdin/BRUKER-svew/stdaut cprserver log
progicurdifBRUKER-svou/stdout. dataserver. 3068

Files containing support information about your last TOPSFIN session
have been archived in the file
"CADOCUME~ 1hsvCc i LOCALS~ A TemphTopspinSupportFiles_dispatch-0815_MERLIN_svou_
This utility is now going to upload this file (as requested)
to Bruker ftp server for further reference

Unknown host ftp.bruker.de.

Mot connected.

Mot connected.

Mot connected.

cd incoming

hin

put "CADOCUME~ \svcALOCALS~ 1 TempiTopspinSupportFiles_dispatch-0815_MERLIN_swcL
oLt

Please check preceeding lines about ftp upload results.
In case the upload failed (e.g. ftp.bruker.de could not be contacted) send the
file specified above to Bruker manually. Thank youl

< ?

’ Help H Execute |[ Close ]

EB)X]

0 [ppm]
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New feature for backbone assignment

TopSpin includes the AutoLink backbone
assignment algorithm.

This software analyses the peak information
available on a given set of protein spectra and
calculates a backbone assignment.
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New command - autolink o)

Syntax: autolink or
Analysis — Proteins — Automatic Backbone Assignment

The Help button in the AutoLink window opens

a manual which guides you step-by-step through
the setup of an Automatic Backbone Assignment.
The molecule Ribonuclease-T1 is used as an
example in this manual.

The respective datasets are available with the

example datasets of TopSpin 2.1.
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AutoLink Tutorial

[ Gruker TopSpin
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Fig. 2: Process ¢

235

Expanding any

Step 6: Review results
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Fig. 12: The annotated peak lists of Ribonuclease-T1. The annotations are generated based on the
assignments calculated by AutoLink.
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New command - auremol

Syntax: auremol or
Analysis — Proteins — Auremol

The Protein Structure Elucidation Tool AUREMOL can now
be started easily from within TopSpin.

Auremol requires a separate license, but each new
Full und Processing_only TopSpin license offers
automatically a 6-months demo license for Auremol.
A separate demo license can be ordered anytime
under: www.bruker-biospin.com
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Auremol filter for peak tables Co
BZ%R

AUREMOL master list files can now be easily
im- or exported from within the TopSpin peak list.
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DOSY parameter

Co><)
BRUKER

DOSY parameters are accessible after eddosy
from the processing parameter tab, click on: D

I =B )

DaD NGB8 W34 4L FivMULt4B0DL> 8@ wT T v 2 B
20 MB 5" I E G EQE ol e+ 35 W R
Lasts0 | Groups | Alias | [sagxam2d_HH 1 1 CiBrukerialpha guest =[5 =
Browser SWCP&FS AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid | Acgu
= ChBrUREMeedgl =
. +
S ) quest <MD S Y8
Examid_13C Reference F2 F1 Frequency axis =
1-zgpg30 Wi
* 1_13C{1H nam ¥ Reference
. Phase
2 - jmad } ]| 1024 1024 Size of real spectrum
3 - dept135 Baseline |
) SF [MHZ] 500.1300000 400.1300000 Spectrometer frequency E
4 - deptds Fourier T
5 - deptan Peak OFFSET [ppm] 1267713 1267713 Low field limit of spectrum
- 6 - zgigan Automation SR [HI] 0.oo 0.oo Spectrum reference frequency
- examid_1H Miscellaneous HZpPT [HZ] 5.510417 6510417 Spectral resolution
- User ¥ wincow function
: exam2d_CH
; exam2d HC WD SINE * || SINE *  Window functions for trf, «fh,
E exam2d_HH LB [Hz] 1.00 0.30 Line broadening for em
- GB ] 01 Gaussian max. position for gm, 0=GBE<1
2 - cosygpm| SSB 0 0 Sine bell shift 5B (0,1,2,.)
3 - mievph T 0 0.1 LEft limit for tm 0<Th1<1
T eft limit for tm 0= <
EwarmALtolink Thd2 ] os Right limit far tm 0<TM2<1
exam_DNMR_Me ¥ Phase correction
DR _ipr]
L o Bam_Drhir_{pr PHCO [degree] 0.000 0.000 Oth order correction for pk
PHC1 [degreg] 0.000 0.000 1st order correction for pk
PH_mod no - mc - | Phasing modes for trf, #fh, ..
¥ Baseline carrection
ABSG 5 ] Degree of pokynomial for abs (0..5)
ABSF1 [ppm] 1000.00000 1000.00000 Left limit for abst -
al L] > 4 I r
next page
“1
Acguisition information Fid Flash POWCHK | Spooler BEMS status message Time
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DOSY parameter

Co><)

To jump back from the DOSY parameter list
to the processing parameters click: P

BmkerTOPSPiN _2.1.a on ares as nmrsu _*+ u_I_J‘:' cf X
1 P G Eil dit View Specirometer Processing Analysis Options Window Help
DaEING BB 4 4L Tkl BOOL > n@wT ¥ O 2 B
20 8 % T E-H EGE@CDE o &+ L5 W R
Lastso Groups | Alias 3 exam2d_HH 1 1 C:Brukerialpha guest [ [=- [
Browser Sp m| ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid | Acqu
= ChBr
53l quest SN ER A
examid_13C -
- iseneral ¥ General
1-70p0ad Flrst
#® 1-13C{1H s . Method exponential - | Processing method
. ECon
2-Jjmod Third Expvar Gradient ~ | “ariahle parameter
3 - dept135 : wlist difflist ‘ariable parameter values file name
4 - deptds Baseline ) ’ =
5 - deptan contin Mstart 1} Start of input points
- 6 - zgigan Mdata 296 MumBer of input points (TO)
- examid_1H haxiter 100 Waximum number of iterations
1-1g EPS 1 Tolerance
2 GEmEE Ol Nesp 1 Number of compaonents ta fit
E exam2d_HC ) )
H exam2d_HH Moise 5565.00 Moise level (5_DEY)
5]- PC 4 Moise sensitivity factor
2 - cosygpmfg Spisup 1 Spike suppression factor
3 - mievph Fimade Peaks ~ | F1 output data mode
ERElE Imade Integral ~ | Fitted intensity meanin
examAutalink g 4
exam DONMP Me Scale Linear - Scaling
S| exam_DNMR_ipr! LwF 1 Line with factor
23 DISPmin 1e-010 Lower display limit
DISPmax 1e-003 Upper display limit
Mpars 7 MumBer of parameters
Myvar 2 Mumber of parameters to fit
Gamma [HZ/G] 4257 64000 Gamma
- — - Grad [5/cm] 0.00000 Diffusion gradient
mAlict Teael [alinninlnin} Tradi;mt dickame s klis Alebs kT
Acguisition information Fid Flash POWCHK | Spooler BEMS status message Time
239 running: 0 10:599
no acquisition running X queusst 0
delaved: O Autoshim Lockedw Error Mar 26




MAXENT is back )
RO

MAXENT (maximum entropy), the alternative
for deconvolution is available in TopSpin 2.1.

MAXENT requires a separate license.
A demo license can be ordered anytime
under: www.bruker-biospin.com
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MAXENT is back

Co><)
BRUKER

Parameter for MAXENT (maximum entropy)
are available from the Processing Parameters Tab,

. Bruker TOPSPIN 2._1@--Drlares J— - I =NREn X
Cl ICk O n : M File Edit View Spectrometer Processing Analysis Options Window Help
Dad@emEBudi 4l rEvmutaBoe0Lr o wF F|O 1 |
?*8 /8 2 X T | E+H|WEG@DE oEH 5+ L5 WR

D S 1 Lastso lias : 3 exam2d_HH 1 1 C:Brukerialpha guest [ [=- [
Browser B ProcPars | AcquPars | Title | PulseProg | Peaks | Integrals | Sample | Structure | Fid | Acgu
=~ CABrukenalpha
I = . <MD s |Y #
O r u S e t e B E ¢ Reference F2 F1 Frequency axis o
1-zgpg30 Wi
* 1_13C{1H nam ¥ Reference
9 Phase )
- jmad ) Sl 1024 1024 Size of real spectrum
3 - dept135 Baseline |
) SF [MHZ] 500.1300000 400.1300000 Spectrometer frequency E
4 - aeptas Founer OFFSET 1267713 1267713 Low field limit of i1
5 - deptan Peak [prm] . . ow field limit of spectrum
- 6 - zgigan Automation SR [Hz] 0.oo 0.oo Spectrum reference frequency
: examid_1H Miscellaneous HZpPT [HZ] 5.510417 6510417 Spectral resolution
e m a x - User ¥ wincow function
: exam2d_CH
+ exam2d_HC WD SINE * || SINE *  Window functions for trf, «fh,
- exam2d_HH LB [Hz] 1.00 0.30 Line broadening for em
- GB ] 01 Gaussian max. position for gm, 0=GBE<1
é‘ wlsygﬁqu SSB 0 0 Sine bell shift 5B (0,1,2,.)
- mlevp
T T 0 0.1 LEft limit for tm 0<Th1<1
EwarmALtolink Thd2 ] os Right limit for tm 0<TM2<1
exam_DNMR_Me ¥ Phase correction
DR _ipr]
L o Bam_Drhir_{pr PHCO [degree] 0.000 0.000 Oth order correction for pk
PHC1 [degreg] 0.000 0.000 1st order correction for pk
PH_mod no - mc - | Phasing modes for trf, #fh, ..
¥ Baseline correction
ABSG 5 ] Degree of pokynomial for abs (0..5)
ABSF1 [ppm] 1000.00000 1000.00000 Left limit for abst -
al L] > 4 I r
next page
“1
Acguisition information Fid Flash POWCHK | Spooler BEMS status message Time
q p ]
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New format for Export: PDF o)
BZ%R

Export of what is shown in the current dataset
can now be stored in PDF format.

Furthermore it can be executed directly
from TopSpin command line:

exportfile <path>/<filename>.pdf
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Zipfile from command line

The command tozip can be executed on
the command line with all arguments:
tozip -d <path>/<filename>.zip

If the graphical user interface should be used,
simply use the command tozip
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Autostart

File Edit Search

File Edit View Processing Analysis felaifs Window Help
0@ @He & B8 2d 3d 4 4 Y\ | Preferences... i
2pRTMA:IMAR R QA Remote Connection... ' ¥ *

Browser | Lastsn | Groups | Aas| ) fill Spectrometer Tools

-3 FABrukertopspin.o Internal User Handling

......... Audit Trail & E-Signature

| __%ﬁk\k\ [); Edit Autostart File

Active Commands [show

14 [rel]

2

#-[2 CANMR data Spectrum . .
() FABrukentopspind 3p16 Administration ] Lock TopSpin User Interface [lockgui]

L R N s | Y o

= = e
L M= O

2 3 3= 3 3= 3= 3 o3 o= ox= o

The file format of auntostart.mac iz identical to TopSpin macros. In fact,
autostart.mac is executed as a macro when TopSpin has bheen started.
Please check the TopSpin Users Guide for details.
Example:
re examld 13¢ 1 1 c:/brukexr/topspin guest
Em
ft
Pk
From here on you may enter your own commands (you may delete or leave thisz comment text):

Co><)
BRUKER

Autostart actions can be configured from the menu:
Options —» Administration — Edit Autostart File




Autostart used already in previous

. . BRGRER
TopSpin versions? (>

The syntax of the autostart-file has been improved.
It is now possible to enter simply any TOPSPIN
command that should be executed, one per line.

If an autostart-file of a previous TOPSPIN version
is available it will be read with the first start of
TOPSPIN 2.1 and the content will be saved in
the new format.

From now on only the new file will be used

for TopSpin 2.1.
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Command smail o
BRUKER
L)

Opens now user's standard email client

This command will generate a ZIF or JCAMP-0OX archive file of

the currently displayed data set, and then start your e-mail client Msma“ @

fram where wou can send off the data by attaching the archive file.

TopSpin compressed the current data set into the following file:

Type of archive = ZIP-compress v

C:\DOKUME~1\bg\LOKALE~1\Temp\exam1d_13C_2_1 topspin.zip
Include these data types = FID+RSPECHSPEC +

Press OK to start your e-mail client.

| o | [ Cancel Fill out the e-ma'il form, apd add the file as an attachment.
i) | You may paste its name into the filename entry field of
the mail client's attachment browser with the Control P key
because TopSpin copied this filename into the clipboard!

After sending off the mail, you should delete the compressed file
so as not to waste disk space.

£¥ Unbenannte Nachricht

CBX | OK “ Cancel ]
i Datei Bearbeiten Ansicht Einfigen Format Extras Tabele Fenster Tools fir Schuler 2 Frage hier eingeben M
HESN= A= B [E] P NN A N S AN R AR e Mee W= a )| Fe= K @) dilesen B o -=
iagenden | 0] - /@i 8 |4 ¢ 8| ¥ [&] ) Optionen... - HIML e
i An...
[Ehee.. = = _Moe =
— i Datei Bearbeiten Ansicht Einfligen Format Extras Tabele Fenster Tools fiir Schiler ? Frage hier eingeben v X
Anfgen... HES == MR 12 [P LW A< W W N TR e K Ner e M= ) [P I MICN| .:Legen!ﬂ - - =
. iiaSenden | ) -G & (=3 ¢ 8 [ ¥ [ [ Optionen... - | HTML -

L An...

[ ce...

Betreff:

Anflgen... @LH 1 1.topspin.zip (363 KB

{1 Anlagenoptionen...

—
~
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Restarting the GUI o)
which has been started by CPR (>

restartgui

Windows: Bruker Utilities — Miscellaneous
Linux: Shell

To restart the CPR-GUI from a second
window / remote connection, use TopSpin
command:

restart
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Installation

Cro™)
BRUKER
L)
TopSpin can now be installed on
directories mounted via NFS.
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| General Information

| cortab & cf

| Acquisition features

Acquisition Setup

| —

Acquisition archiving

| —

| —

Command queue news

Structure Verification

Source directories

ﬁﬁ
| —

NMr_Save

Peak picking/integration

| —

TopSpin GUI

| —

useful tools

| —

AU / Python programs

TopSpin Plot Editor

| —

: dl ICON-NMR




New Python manual

Introduction into python:
New 60-page overview manual.
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AU program: mulabel

B Import
Look in: |3 sweu v 2> EE

- |

ﬁ I jmol
Wy Recent 12 ftapspin-merlin
I ts-bak

Documents
. I Application Data
@ I AL SESSION
Deskiop | | Eluetooth Software
i) Cookies
Import command for = Cos
My ¢ Favorites
Documents | 2 Local Settings

‘IabeIS’ file aS 3']5 [ My Documents

) NetHood

annotation for peaks _:ﬁ S session

My &% Phone Brawser
Metwark I PrintHood
S |4 My Recent Documents
. . 2 SendTo
- Right mouse click i
I Templates
I topspin-bak

in peak table ) UserData

I WINDICWYS

- TopSpin command:
p p Files of type: | AUREMOL peak list (*.mi) v

peakstransferiabq ‘ B L. e 15 (a6
|

TopSpin peak list (*xml)
HVIN-NMR peak list (7 tt)

With option to overwrite existing annotations and/or

€@ .. value delta for differences in Eeak shifts Bruker BioSpin



New handling of AU program macro ‘XAU’

The AU program macro XAU is used to start a second AU
program from an already running AU program.

The syntax of the XAU has been changed. In previous
version it has been used like this:

XAU("<Name_of_AU_PROGRAM>");
In TopSpin 2.1 the new syntax is:
XAU(“"<Name_of_ AU_PROGRAM>", "<argument>");

Note: Any AU program in TopSpin 2.1 that contains the
XAU macro must be modified otherwise the compilation
of the AU program will fail. All Bruker AU programs have
been modified, but user-specific AU programs have to be
modified by the customer.

For more details check the Release Letter of TopSpin 2.1.
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New AU program macros T
BRUKER
(<O

DELETEPROCDATA(namel,expnol,procnol,diskl,userl)
DELETEIMAGINARYDATA(namel,expnol,procnol,diskl,userl)
DELETERAWDATA(namel,expnol,diskl,userl)
DELETEPROCNO(namel,expnol,procnol,diskl,userl)
DELETEEXPNO(namel,expnol,diskl,userl)

DELETENAME(namel,diskl,userl)
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New AU program macros

getParamDirs()
getParfileDirforRead()

getParfileDirforWrite()

For getting the information in AU programs about location
of parameter files (pp, mac, AU ...).

For more details check the Release Letter of TopSpin 2.1.
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New AU program macros T
BRUKER
L)

TopSpin 2.0 and previous versions offered different functions to get
path information of specific files, e.q.:

getstan which offered the path ‘<TopSpin_Home>/exp/stan/nmr/’
and

PathXWinNMRExpStan which offered the path
‘<TopSpin_Home>/exp/stan’

Because with TopSpin 2.1 each user can store these files in any
directory it is recommended to use the new AU functions:
getParamDirs(<keys>)
getParfileDirForRead(<name>,<key>,<var>);
getParfileDirForWrite(<name>,<key>,<var>);

For more details check the
Release Letter of TopSpin 2.1.
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Plot Editor warning messages

Plot Editor offers a new menu entry which contains a list
off all warnings that have been given by the program.

New messages are discrete shown in status line.

£=] TOPSPIN Plot Editor - [1D_X.xwp]

File Edit BEeE=20N Options Window Help ®
~ Get Current Data Set
D = I Get Current Data Set + Reset

Get Current Data Set + Reset + Print
Data

TOPSPIN Command Interface .. Ctri+] it X |
Update Data from Data Set Cirl+D

Bago Drata Set Mr. 1: Could not open VF:ABrukertTopSpin/datasquest/nmrdexaml d_13C1 /pdatas 2/ peal tat
5 o View Error Messages ... Ma such file or directon

I 13C{1H] LV 300 R
Expand | Zoom

" Standard
o MMR

Title

[
I1ff

=
1

#
5
1

o @
'
% - =
= -
=
e

g g r
Fl B.00 naacs
FL1 0.00 a8
SPO1 7E.47532558 MHz
CHANNEL I3 ———————
CFOERZZ waltzlE
- N2 1H




Plot Editor shows annotations )
BZ%R

Plot Editor can now be configured to show position
(Hz/ppm) or annotations (if available) or both.

=] TOPSPIN Plot Editor - [1D_X.xwp]
File Edit TOPSPIM Options Window Help

| Zoorm out | Full |

/) [\

13C{1H} AWV 300 Automation Cholestervlacetate

122 BROKER
HE Q & 4 " -
Expand | Zoom G 3 G .;! .;| .;| ,.5
I T ] HEME aseamld_13C
Q a 3 wmaNoo Turwe :
* Standard . . g ranenaa.
> o ol [ - ==
& NUR o ™ o™ mrwm [
- = 1]
L [ | - [ | e~ ~ ~r~ FRAERD
o
= - SOLVENT ool
i = = x5 2EE
Title = = H :
- = sWE 17585.611 Hex
FICRES 0.548877 Hz
o 0.5110004 sas
15 22768
oW 27.800 wsas
DE E.00 uaacs
TE 3.0 X
= 411 0.02000000 sasc
~ ol 2.00000000 sas
o & | NMR DELTA 1.85555358 gac
'EE%-:- 0 Text DO 1
CHANNEL £1
¥uc1 130
T Fl 8.00 naacs
lT FL1 0.00 42
2 sPol 75, 47EZ35E MEHz
CHANNEL 12
H CEDERGZ walfzlE
1 [l ———— -




Plot Editor shows sample info

Plot Editor Layouts can now be configured to show
sample info defined in TopSpin.

0 -

Browser | Lasts0 | Groups | Alias

- Mserverhome

+ CNMR data

- F

+E| FABrukenTopspin

#-0 FABrukentopspint 3pl6
£ F\Brukertopspin1.3pis
() F\Brukentopspin2.2-alpha
5 FANMR data

: exam1d_13c 1 2 ‘brukertopspin guest g@g|
Spectrurm | PracPars | AcguPars | Title | PulseProg | Peaks | Integrals| Sample | Structure || Fid

M EH v + - 1+ ¢
Sample Description

sample 1D ABx1234

Origin test sample
Concentration  |? unknown

Date Frepared 2007110/01

Buffer nane

Corntact MNMR service team

This is an example

Comment




Plot Editor shows sample info

Plot Editor Layouts can now be configured to show
sample info defined in TopSpin.

O = H & 7
Data. | Attributes‘ Zoarm in ‘Zuumuut‘ Full | ‘ ‘ ‘ Rotate | ‘ ‘ Undo

Text  NMR Text l Diata Set ] Basic ]

o.o o
74| e
oo
13C{1H} AV 300 Automation Cholesterylacetate

@ BRUKER
Text File |+f..;"..;"sam|:nle_infu.|:nrup E% Zoom

aseamld_13C
1

" Standard 2 -' 20040330
Browse - Y
+ MNMR HITT z
Sample ID LBHx1234 ROEED v I
Origin test sample
. Concentration 7 unknown
Title Date Prepared 2007/10/01
- none 17885, 611
NMR serwvice team 0.548877
This is an example s
Z;.é]]
€.00
303.0 X
0.03000000
2.000000040

CHANNEL £1
13z
8.00 umac
0.00 4B
TE.4TEZEEE MH:

CHANNEL £3
waltzlE
1E
100.00 =

0.00
20.00
22.00
300.131200%
22768
T5.4E7T45D
™
o

3.00 H=
a

T T T T
160 140 120 100

For Help, press F1 Mark object Zoom: 100 %




Plot Editor paper formats o
BZ%R

Plot Editor now supports customized paper formats
on Windows printers.

New formats simply need to be defined using the
,Printer — Server Properties"

mechanism as provided by Windows itself.
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Integral reset action

A new reset option for integral height is offered:
After reset size of biggest integral is:

Automation Action
1D Reset Actions l
Reset action for Xmin/Xmax

" Dont change
" Set to minimum,/masimum

{* Setto F1P /F2P

Reset action for Ymin. Yma

" Dont change
™ Set to minimurm,/madmum

* Set to minimum,/madmum between ¥min,Xmax

[v Use reqgion file on reset:

T reg O intmg {+ defined by SREGLST

After reset, size of bigoest peak is
{(*|100.00 %ofplotsize | 10.00 cm

(" defined by parameter CY {in cm

[v After reset, size of biggest integral is 1000 cm

Base lines

[ Keep zero line fixed on % of box
[~ Keep integrals fixed on % of box

3

o]

Cancel | | Help

For Help, press F1

7
ut | Full | ‘ | | Rotate ‘
sporin
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NAME
EXPNO
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Time
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T T T 1
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3.96
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11.59

5 mm TBI 1H-BB

C><)
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1

1
20040330
16.00
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z
65536
cDCl3
16
4
6005.615 Hz
0.091699 Hz
5.4527283 sec
32
83.200 usec
€.00 usec
294.2 FE
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1

1H
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—-2.00 dB
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ICON-NMR 4.2 - Samplelet support

<)
BRUKER

Icon 4.2 includes support for the new Bruker Samplelet
Sample Changer.

A dedicated Sample Holder overview window along with a
configuration option to control the measurement
sequence order of experiments is provided. The
Automation driver routines have also been optimized to
take full advantage of the improved performance.

Icon also fully supports the interfacing of this new unit to
the SampleTrack Laboratory Management software.
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ICON-NMR 4.2 - Samplelet support

# JCON-NMR: Configuration

File Help
= User Settings Run Contral
----- User Manager Default Automation Mode

----- Compaosite Experiments
..... Additional Users Rack SEH"IFI'E Sequencg ‘g W g wm % mM g W

----- Originator tems

= Automation

g Master Switches [|Mever Rotate the Sample

""" Automation Window [ start run at user login

= Lock/Shim Options

i Solvent/Probe
Dependencies

----- Tuning/Matching
----- Priarity Generate Spectrum Print-Out file in data set for
possible dispatch to E-mail recipient. |Oﬂr

Processing Control
[v] Generate a Spectrum Printout
Process Data Sets after Acquisition |Ask on Startup V‘

""" Temperature Handling

----- LC-NMR. Options

----- SampleTrack Options

----- Fail Safe [ Error Handling
""" Web Interface

General Options

ToolBox Setup
Accounting BEST Mode Settings

[ Enable BEST-NMR

[ Perform Structure Consistency Check
(HSQC Experiments only)

DataSet Management
[l 1gnore the TopSpin Prosol Parameters
[ Delete temporary datasets after experiment end

Allow Overwrite of existing Acquisition Data

|
o

‘ T TT] 'bestadm' ‘

I next page >
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ICON-NMR 4.2 - Samplelet support

R: A a 03-200 44-BRUKER =
Fle Runm Holder Wiew Find Parameters Options Tools Help
ﬁ 9 éé = A a 0 0 44-B v, -
Holder 1 File Run Holder View Find Parameters Options Tools Help
[[: ; ﬁ 9 ;§;§ R: A a 0 00 4-BR R i |
b3 Holder 1 File Run Holder Wiew Find Parameters Options Tools Help
[ 4 > 5 F11 - 586 ﬁ? 3 n i
[+ 5 > 5 G11 - 587 .
b6 b 5 H11-588 Holder Type | Status Disk | Hame Mo. Solvent Experiment Par Title / Orig Pri |2
b7 b 5 Al2- 589 b4l U Available
b8 b 5 B12- 590 b 42 U Available
b9 b 5 Cl2-591 b 43 U Available E
b 10 b 5 D12- 592 b 44 ] Available
bo11 b 5 E12 - 593 b 45 ] Available
3 b 5 F12-504 b 46 I Available
— | b 5 G12-585 b 47 Il Available
H submit | | b 5 H1Z - 596 bo1at-100 | Available
—} o bo1Bi-102 | Available
Preceding Experimer —————| b 1 C1-103 ] Available
H Submit | p 1 D1-104 |l Available e
# Date - < | S v
Preceding Experimerj
i = i B . Change
H Submit H H Cancel H HvH Edit H @ Delete H Add 1 Copy 1 i @e User
# Date
Preceding Experiments
#  Date Holder Name MNo. Experiment Load ATM Rotation Lock Shim Acq
<
Search
Preceding
<
Search
Preceding
¢ >
0 266 = >
Search

Preceding

[ | A Fotepemn

Busy until: Mo Jobs! Day Experiments: 00:00 Night Experiments: 00:00

User:  BRUKER\svcu




ICON-NMR 4.2 - search history files

Search history files

A convenient search tool has been added to search all
entries from preceding experiments performed within
Icon-Nmr. Search for multiple items in an experiment's
title text, dataset name or a particular remarks

message. A list of items is generated in the same manner
as the Preceding Experiments (history) list which

may be then used to navigate under TopSpin or Amix
Viewer to the respective dataset.
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ICON-NMR 4.2 - search history files

Search history files

[EA.- | u Avaliaoneg
10 U Available
11 U Available
4
H Submit H |_| Cancel H ”g” Edit H @ Delete H Add 1 @ Capy 1

Preceding Experiments

#  Date Holder Name Mo. Experiment Load ATM Rotation Lock Shi

‘S |

Search ;{)
Preceding | [Jindude previous runs Busy until: Mo Jobs! Day Experiments: 00:00 Might Experiments: 00:00  User:
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ICON-NMR 4.2 - Web-Icon

Co><)
BRUKER

Web-Icon Improvements

Experiments may now be remotely edited via the Web
interface.

A timeout feature has also been added to logout idle web
users, improving security and throughput.
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ICON-NMR 4.2 - Remarks fields o)
B(I}%R

Remarks field now shows process messages

Should any procedure generate an error or warning
during sample measurement, a copy of the text of the
warning or error will appear in the "Remarks” column of
the Preceding Experiments (history) list.
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ICON-NMR 4.2 - watchdog Co)
B%R

Failsafe watchdog timer

If any action takes longer than expected during the
automation process, the run will be restarted. The action
which failed to complete will be also restarted, but if it
fails again, it will be skipped.
The Automation run will no longer be blocked by any
processes which fail to respond.

The time allotted for waiting may be configured and
where necessary this system may be circumvented.
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ICON-NMR 4.2 - watchdog

Failsafe watchdog timer

# JCON-NMR: Configuration
File Help

= User Settings

----- User Manager

----- Composite Experiments

----- Additional Users

----- Originator Items

= Automation

----- Master Switches

----- Automation Windows

=k Lock/Shim Options

E_____Snlvent,fPrnhe
Dependencies

----- Tuning/Matching

----- Friority

----- Temperature Handling
----- LC-NMR. Options

----- SampleTrack Options
----- Web Interface
General Options

ToolBox Setup
Accounting

Fail-Safe Configuration
[¥] Activate Watchdog timer
Standard Timeout (valid for atma,lock, shim,acquisition)

[ Configure TopSpin to respond automatically with
"Cancel" to questions which could block automation

Error Handling

Stop the Run on error detection after 3 errors

On errors, send a notification E-mail to:
Show all warnings in 'Remarks' field

30 minutes

0 -
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ICON-NMR 4.2 - zip archive

<)
BRUKER

Zip copy, Zip data mail (User Manager) permission
Icon can now generate Zip files of the generated datasets
as part of the run. These can be emailed in the same
manner as JDX files have been up to now.

Zip Files may also be copied to a particular directory if
required, in the same manner as the JDX-Copy mode.

0 273 Bruker BioSpin



ICON-N

Zip copy

0 -

# |CON-NMR: Configuration

File Help

= User Settings

""" User Manager

----- Compaosite Experiments

""" Additional Users

----- Originator Ttems

= Automation

----- Master Switches

----- Automation Window

= Lock/Shim Options

E__."SolventfPrnhe
Dependencies

----- Tuning/Matching

""" Priority

----- Temperature Handling

""" LC-NMR. Options

----- SampleTrack Options

----- Fail Safe / Error Handling
""" Web Interface

ToolBox Setup

Accounting

Title
Include Originator Information in Title
[JInclude Experiment/Sample Information in Title
Data Set
Modify DataSet permissions after processing

Experiment Number Automatic Increment 0 5
Passwords

Check Passwords |EVErWJhere V|
Display

Language English

Font Size Adjuster Default

TopSpin

Display all TopSpin Warnings

Mail

SMTP Mail Server ‘ | "From:" Address

JDX Copy Mode (linked to JDX Copy flag in User Manager)

Include these data types |Fid or Ser File V|
IDX Compression Mode: (Also affects DataMail) |DIFF,FDUP V|
File naming format | v|

ZIP Copy Mode (linked to ZIP Copy flag in User Manager)

Include these data types

|Fi|:| + Real + Imaginary Spectral Data

ZIP Compression Mode: (Also affects Zip DataMail) |C0mpressiun enabled

File naming format |

Create ZIP file in this directory |

Bruker BioSpin



ICON-NMR 4.2 - zip permissions

<)
BRUKER
L)

Zip copy, Zip data mail (User Manager) permission

0 -

File Help

= User Settings

-~ Composite Experiments

- Additional Users

-~ Qriginator Items

= Automation

- Master Switches

- Automation Window

= Lock/Shim Options
E__."Sulvent,-'PrDbe

Dependencies

- Tuning/Matching

- Priority

- Temperature Handling

- LC-MMR. Options

-~ SampleTrack Options

- Fail Safe / Error Handling

~\Web Interface

General Options

ToolBox Setup

Accounting

Manual Lock/Shim Mail Spectrum PDF/P3 User Specific Originator Info

o

Users Experiment List

User ID User's Full Hame Mode MName Experiment Comment A
M1 wmeuzc 11B exp. no decoupling
M1 nci3arT Attached Proton Test using jmod puls
M1 wciscep C13 exp. comp. pulse dec. 1024 scan
] nNcC13cPD32 €13 exp. comp. pulse dec. 32 scans
Il McC13cPDSN €13 exp. comp. pulse dec. with signa
'l N C13DE455N 13 dept all positive with signal-to-no
Il N C13DEPT45 13 dept all positive
Pl N C13DEPT90 13 dept CH-only =
4 » £ — >
Permissions Data Set Names Data Directories

Priority Parameter Edit :E;I:EUSER <

[ Archive Data Exit (ICON-NMR) $NUMERICDATE

Supervisor Data Set Name Edit fﬂel,—DEf:I.%ld.-D"::Jrr,]._.wa.t.a(us?l -

[ ] Essential Originator Driginatur K 3

User Specific Parameters/Comm

[C]E-mail Motification [ DataMail

C1ZIF Copy []zIF pata Mail I
| Archiving Directory

| Umask for this user

Spectrum Number Filename

Target E-mail Address |

Commands

Save l l Default ] [ Delete ] [UpdateExperimentList

td
ns

!
|rlr.r-mr—r—— I%'




ICON-NMR 4.2 - regular expressions

<)
BRUKER

Originator ,Regular expression' check

Originator item information may be screened according to
syntax rules.

This will further reduce the likelihood of incorrect sample
information being entered when samples are being
submitted.

More information on how to use/set up ‘regular
expressions’ can be found e.g. here:

http://www.regular-expressions.info
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ICON-NMR 4.2 - regular expressions

Originator Regular expression check

# |CON-NMR: Configuration

File Help

= User Settings Originator Items
----- User Manager

----- Composite Experiments

----- Additional Users

= Automation

""" Master Switches

----- Automation Window

= Lock/Shim Options

Originator Item  Regular Expression

[ Add new ]l Delete

______ Solvent/Probe : :
Dependencies Automation Mode Options
..... Tuning/Matching Generate "orig" file in Data Set
----- Priority Include Originater Item name in orig/title file
----- Temperature Handling Insert this text between Originator tems
""" LC-NMR Options L] Display/Document only Originator Items defined for the user
----- SampleTrack Options o
..... Fail Safe / Error Handling Standard OrlglnaFu.r Values
..... Web Interface Set St.arjdard Originator Values | v|
_ for Originator Ttem:
General Options
ToolBox Setup Selectable Values:
Accounting Load list
Delete value
Refresh list
[lvalues may be edited
[]Remember new values
| V‘ [ Add new l
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ICON-NMR 4.2 - automation setup )
B%R

Experimental Form Style entry mode

This method of submission may be useful when the
instrument is working in environments where access to
the instrument needs to be streamlined.

Here the sample position, dataset name and experiment
number is set automatically (using either the Spectrum
Number Filename or User Manager Dataset Name entry).
All that remains is for the user to set Solvent and
Experiment and Title/Originator Info.

Comments on this new system please to
nmr-software-support@bruker.de
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ICON-NMR 4.2 - automation setup

Experimental Form Style entry mode

# |CON-NMR: Configuration

File Help
= User Settings Display
~~User Manager Holder Status Display Style ‘TEXt Only V|
-~ Composite Experiments -~
o Default Number of Sample Holders 24 5
- Additional Users
- Originator Ttems Approx overhead time for sample change (secs) 210 2
= Automation Experiment acquisition time calculation
-~ Master Switches ] Touch Screen [ Large Icons Mode

w Automation Window Show 'Disk' Column for Viewing/Editing

= Lock/Shim Options

Solvent/Probe VIF o ]
------ {Form style Entry Mode (Preliminary):
Dependencies _ Sy & ( )
-~ Tuning/Matching —
- Priority Enable Tools Menu
-~ Temperature Handling Controls
LCHR Optins (bouble/Right Cick o Hisory of set-up wind
- SampleTrack Options E:lnu e/Rig ick on Hi nry.n set-up window) psp
- Fail Safe / Error Handling Logout Idle Users Automatically
--\eb Interface -
General Options Enable Automation Controls Window
ToolBox Setup External Setup Directory | |
Accounting
Default Solvents and Experiments
Default Solvent | V|
Default Experiment | V|
HTML Export Files (identical entries == Setup & History appear in one file)
HTML Setup File | |
HTML History File | | m
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ICON-NMR 4.2 - automation setup

Experimental Form Style entry mode

# [CON-NMR: Automation Oct03-2007-1835-BRUKER-svcu Ml=1E3
File Run Holder Yiew Find Parameters Options Tools Help

ICON-NMR. Sample Details

Title Saolvent |cm:|3 chloroform-d V|
Testitle Experiment el C13 exp. combeg
| Submit
Holder Type @ Status Disk = Mame Mo. Solvent Experiment Far Title / Orig ™
P U Available =
B2 U Available
o3 U Available
o4 U Awailable
> 5 U Available w
< ' s
: : = N : -~ -~ . Change
‘ H Submit H H Cancel H H\_H Edit H ® Delete H Add 1 3 Copy 1 3 @e User
Preceding Experiments
# | Date Holder Hame Mo. Experiment Load ATM Rotation L
< next page

Search -
o Preceding | ?(D [Jindude previous ruBusy until: Mo Jobs! Day Experiments: 00:00 NMight Experiments: 00:00  User:  BRUKER\svou n




ICON-NMR 4.2 - automation setup

Experlmental Form Stvle entry mode

# Carousel Position E|
1CON Please put your sample into carousel position:
1 |CDCI3 chloroform-d V|
| Gl C13CFD
| Help

Holder plvent Experiment Far Title / Orig

o1

B2

3

o4

5 w

£ >

| -~ -~ . Change
|_| :H Add 1 3 Copy 1 3 @f User

Precedi

# Da xperiment Load ATM Rotation L

I Cancel ] | 0K
< >
Search -
0 Preceding | | ?(D [ ]indude previous ru Busy until: Mo Jobs! Day Experiments: 00:00 Night Experiments: 00:00 User:  BRUKER'svcu pIn




ICON-NMR 4.2 - automation

Disk column ...

... can be hided
optionally.

0 -

File Help

= User Settings

""" User Manager

----- Compaosite Experiments
----- Additional Users

----- Originator Items

= Automation

----- Master Switches

= Lock/Shim Options

. Solvent/Probe
Dependencies

""" Tuning/Matching

----- Priority

----- Temperature Handling
----- LC-NMR Options

----- SampleTrack Options
""" Fail Safe / Error Handling
""" Web Interface

General Options

ToolBox Setup

Accounting

& Automation Window

window

Display
Holder Status Display Style |TE>¢ Only v
Default Number of Sample Holders 24 2

Approx overhead time for sample change (secs) (210 &
Experiment acquisition time calculation

Show 'Disk’ Column for Viewing/Editing

[J Make 'Disk' Column Read-Only
Enable Search Window
Enable Tools Menu

Controls

Spectral Viewer

(Double/Right Click on History of set-up window)

[ Logout Idle Users Automatically

[10 &

Enable Automation Controls Windows

External Setup Directory | |

Default Solvents and Experiments

Default Solvent |

d

Default Experiment |

g

HTML Export Files (identical entries => Setup & History appear in one file)

HTML Setup File | |

HTML History File | |




ICON-NMR 4.2 - structure verification aid

Structure consistency check

An additional entry field may optionally be added to the
Automation window where a Mol/SD file may be set
which will be used on HSQC experiments to perform an
automated structure consistency check.

This feature requires the Perch Software Tools.
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ICON-NMR 4.2 - structure verification aid o)

# ICON-NMR: Configuration

Fie Help
= User Settings Run Control
----- User Manager Default Automation Mode Manual Inject/Eject W

""" Composite Experiments
----- Additional Users

""" Originator Items

= Automation

Eject last sample in queue
[IMever Rotate the Sample
[l start run at user login

& Master Switches

----- Automation Window
= Lock/Shim Options

' Solvent/Probe
Dependencies

""" Tuning/Matching

Processing Control
[+] Generate a Spectrum Printout

Process Data Sets after Acquisition |Ask on Startup V|

Generate Spectrum Print-Out file in data set for

W
OLLTT O T TSP L, |

[“liPerform Structure Consistency Check

..... Priority Datacet Managameant
""" Temperature Handling

----- LC-NMR Qptions

""" SampleTrack Options

----- Fail Safe / Error Handling
""" Web Interface

General Options

ToolBox Setup |

Accounting >
‘ @ 'bestadm’ ‘

[l 1gnore the TopSpin Prosal Parameters

[ Delete temporary datasets after experiment end
[¥] Allovs Overwrite of existing Acquisition Data
BEST Mode Settings

[]Enable BEST-NMR
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ICON-NMR 4.2 - structure verification aid

® JCON-NMR: Automation May03-2007-1433-BRUKER-svcu
Fle Run Holder View Find Parameters Options Help

& b3
Type  Status Disk | Name 3 Solvent Experiment Structure/Processing  Par Title / Orig
2 Available
e Available 03052007-BRUKERSvC + PROTON - BRUKER\svcu

[ée  Available 03052007-BRUKERsvC ¥ HSQCEDETGP +/bru10059.mal BRUKER!\svcu

.ﬁ F2 03052007-BRUKERsve BRUKER\svcu
Available

Available
Available
Available
Available
Available
Available

v

l H Submit “ H Cancel Edi A :l Copy l gf Chang;

User

Preceding Experiments

# Date Holder . Experiment Rotation Lock Shim Acq User Disk Title / Orig Remarks

Mext page >

a7 2

Search WGD [ search previous runs Busy until: Mo Jobs! Day Experiments: 00:00 NightExperiments: 00:00 User: BRUKER'‘svcu




ICON-NMR 4.2 - structure verification aid

TOPSPIN Plot Editor - [veri: n_report.xwp]

File Edt TOPSPIN Options Window Help

(M- = = = @ %

Data | Attributes‘ Zoom in |anmnut| Full | ‘ ‘ | Raotate | | ‘ Undo

Expard | Zoom'®

¢ Standard HAME 10059 TOPSPINZ 1 - wyhsaz 1.1 % BRUKER HSQC Verification Aid
P EXFNO 5 AURELIVAMIX: 3758 ) TOPSFIN 2.1 - whsac 1.1 §
s PROCNO _ 1 & of 8 pattems verified (2 empty)
Date 20041105 7 of 11 pesks inside pattems (4 cutside)
Time 17.36

Title THSTRUM av400 Structure
FROBHD 5 mm CPDUL 13C

PULPROG nsgoetgpsi P N N

 ICON-NMR: 7 signal in predicted area L__Z no signal matched
Ele Run Hog

b om
Hol... Type
> 1

ps-hsge-5m DMSO /u ps-ddmso 1

1100595 \structure. mal AURELIA/AMIX 275

Score 0.48

Pattems hit 1 6/8(2 empty)
Peaks covered [ | 7/ 11 {4 outside)

1CTHT
2 C9 H9A C9 HIB

3C10HI0

4C12 H12A C12 H12B

5 C14 H14A C14 H14B C14 H14C
6 C15 H15A C15 H15B C16 HI5C
# | Date 7C5H5

8 C13 H13A C13 H13B

Preceding Exper

T \ T T T \ \ T T \ \ T
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ICON-NMR 4.2 - priority

Night time experiments ...

...may now be treated as single entities when determining
whether they should be run in idle instrument time.

onfiguratio O]
File Help
= User Settings []Randomize Measurement Order

~User Manager EIEnable Friory

- Composite Experiments Strategy

- Additional Users Priority Sample Handling Wait until current sample completed v

- Originator Items :
= Automation Use "First come first served” model | Only at night v
- Master Switches

Modes accounted for Priority + Night/Day ~
- Automation Window Night/Day Switch Over
= Lock/Shim Options Night beginsat 192 :00% [ nwightendsat 082 002
- Snlvent.-’P‘rqI:lE [v] Perform Might Time Experiments during idle day time
Dependencies _ ) o -
~Tuning/Matching Ncllght Ex!:lerlmehrjtr?ur.’aﬁmn I|m|'F [hnurs.mlrjut_es] ool .30
e Priority

-~ Temperature Handling

- LC-NMR. Options

-~ SampleTrack Options

- Fail Safe [ Error Handling
-Web Interface

General Options

ToolBox Setup

[ ] Determine idle case based on total submitted experiment time per sample

il = el - L L | LIClY i | _.l
[¥lSun [IMon [1Tue [1wed [1Thu [IFri [v]Sat

Accounting




ICON-NMR 4.2 - bar code

BACS bar code reader
ICON-NMR can be configured that the BACS bar code
reader will expect a specified number of digits to read.

# |CON-NMR: Configuration

™)
BRUKER
L)

File Help

=l User Settings
- User Manager
- Composite Experiments
- Additional Users
- Qriginator Items
= Automation
-~ Master Switches
- Automation Window
= Lock/Shim Options

i Solvent/Probe
Dependencies

- Tuning/Matching

- Priority

- Temperature Handling

-~ LC-NMR Options

- Fail Safe / Error Handling
- Web Interface

General Options

ToolBox Setup

Accounting

SOAP/File Interface
Use SOAP Interface
Instrument Interface URL

Instrument Mame

Gilson Autosampler Resource Name

Key

SamTrack communication base directory

Filename for urgent Samples

Driver Options

Copy results as Jcamp Data

Autostop Mode

Directory to copy resulting Jcamp Data files to

JCAMP-DX Data Mode

[l samTrack interactive mode on/off

Save ] [ Default

http://localhost: 1024/ soap/ISTInstrument
NMR-SPECT

GILSOM1
Invalid_Key_Use_The_Get_Key_Button
/bstsdata,/spect

urgent.td

no v
1
[jdx-export

FID/SER. (Raw Data) A

120 2

Get Key

BioSpin



ICON-NMR 4.2 - Toolbox

C><)
BRUKER
(D
Toolbox/BioTools ...
... contains a new updated default Bio Experiment
definition file, with lots more experiments.
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ICON-NMR 4.2 - automation setup

Co><)
BRUKER

Spreadsheet Import ...
... allows to specify that the sample position will be taken
from a particular column of the sheet.
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ICON-NMR 4.2 - new keywords Co)
BZ%R

External Setup Files ...

... may contain new keywords:

- NIGHT for night experiments and

- MOLFILE to perform the Structure Consistency Check
with a particular Molfile.
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ICON-NMR 4.2 - history available

Co><)
BRUKER

History of previous experiments ...
... offers new “Load” column, depicts whether a sample
was inserted into the magnet correctly or not.
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ICON-NMR 4.2 - no hick-up o)
BZ%R

Questions ...

... issuing from TopSpin may be automatically answered
with an automatically generated “"Cancel” click, thus
preventing any Automation Lockup when no operator is
present.
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ICON-NMR 4.2 - Import from TopSpin o)

Import any experiment/dataset directly into the
Automation window

Set up a dataset as you like it in TopSpin and have this
dataset sent to Icon-Nmr for measurement inside ICON's
Automation interface on any sample.

The dataset may be sent to icon directly from TopSpin
using the sti (send to icon) command.
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ICON-NMR 4.2 - Import from TopSpin Co)
B%R

Import any experiment/dataset directly into the
Automation window

0
File Run Holder WView Find Parameters Optiof ools M=)
2> 008 i
Run an Experiment Periodically
ICON-NMR. Sample Details
Title e e b e e BIE]BI
&4 (e NMR s
Holder Type  Status Pri |2
b1 1] Availab - -
- I e IMmport an Experiment/Data Set from TopSpin
& H e for measurement inside Icon-NMR
b5 U Availabl  Current TopSpin DataSet:
b6 U Avallabl e ihruker/topspin/data/guest/nmr/examid_13C/1
b7 1] Availab
I A 1] Availah b
< >
] e . | . Change
l l 8 suomi " U use Holder Position | v| |§j User
Preceding Experiments Experiment Name |Frnm_TnpSpin |
# Date Solvent |CDC|3 v| Ao
Disk |F:fhruker,-‘tnpspin V|
Data Set Name |exam1d_13c v|
Experiment No. |1 |
[ Import ] [ Cancel ]
4 4
Search - -
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ICON-NMR 4.2 - periodic experiments

Run an experiment periodically

Up to 10 different experiments (including composites)
may be queued for automatic periodic submission on any
sample. Queue an experiment to run any number of
times. The experiments will be submitted automatically at
regular intervals and run with the priority flag set.
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ICON-NMR 4.2 - periodic experiments

Use Holder Position
Experiment

Number of experiments

Delay between
experiment submissions

Disk
Data Set Name
Start Expno

Solvent

Title

# Periodic Experiments #1

@S IeoMMR

Run an Experiment Periodically

File Run Holder View

Find Parameters

2

Y

| N PROTON

1H experiment 16 s V|

DHr Min D sec

|F:"\Brukerktopspin2.1| V|
|test-cru:un V|
[T |
|CDCI3 chloreform-d V|

Testrun periodic experiments

0 -

<

Search
Preceding

| e’i [indude previous runs

Import an Experiment/Data Set
Run an Experiment Periodically
Solvent | v|
Experiment | v|
l Submit l Help
e Ma. Solvent Experiment Far Title / Orig Pri |2
bt
>
N i - ~ . Change
HTH Edit H ® Delete H Add 1 E Copy 1 K @e User
Bime MNo. Experiment Load ATM Rotation Lock Shim Acq
E)

Busy until: Mo Jobs! Day Experiments:

00:00 Might Experiments: 00:00  User:
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ICON-NMR 4.2 - look and feel

<)
BRUKER

Color/Theme support under Linux

Change the colors used and look and feel of ICON-NMR
directly from the Linux Desktop Control Panel.

Icon will adopt the standard look and feel of other
programs running under Linux.

Windows Users will also notice more conformity with the
desktop settings.
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ICON-NMR 4.2 - windows mouse

Mouse behaviour

On Microsoft Windows, the Mouse will jump to default
buttons automatically when this mouse option has been
activated in the “Control Panel”.
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??Picture digital

Co><)

. BRUKER
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